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METHOD OF INHIBITING GATHEPSIN K 
Field of the Invfnfjftp 

c^mpoimds ^ physical and^paiial characteristics that allow for 

the interaction of ^ with specific residues of ^ site of the 

enzyme. This inter^ and the active 

10 site inhibits the activity of cathepsin K and these con^uunds are useful for treating 
diseases in which said inhibition is indicated, such as osteoporosis and periodontal 
disease. This ^ 

the identification of a novel protease catalytic active site for this enzyme and 

selection of inhibitors of said active site. 

:.fi5;y" • > : : ■ ■ ■ : . .. 

Background nf % |jiv f n fy^p 
Cathepsin K is amember of the family of enzymes which are pan of the 
p^ain si^rfamily of cysteine proteases. Cathepsins B; H, L, N and S have been 
described in the literature. Recently, cathepsin K polypeptide and the cDNA 
2b erico^gsuchpolypepti 

c^ recently expressed, purified; and 

Drake, RH^ et al., (1996) J. Biol Chem. 271, 1251 1-12516; Bromme, D., et al., 

;25.r.. £athepsin K has been variously denoted as cathepsin O, cathepsin X or 

^cpsiii ^ The designation cathepsin K is considered to be the 

i". more a^ippriae one (nitoe assigned by Nomenclature Committee of the 
; Intern^ 

Cathepsins of the papaia^ cysteine proteases function in the 

30 normal physiological process of protein in animals, including humans, 

e.g., in the degradation of connective tissue. However, elevated levels of these 
enzymes in the body can result in pathological conditions leading to disease. Thus, 
cathep^s have b^ in various disease states, including but not limited 

tp^m^ 

35 and Crithidia fiisiculata; as well as in schistosomiasis malaria, tumor metastasis, 
metachromatic leukodystrophy, muscular dystrophy, amytrophy, and the like. See 
International Publication Number WO 94/04172, published on March 3, 1994, and 
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references cited therein. See also European Patent Application EP 0 603 873 Al, 
and references cited therein two^ te 

called gingipains, have been implicated in the pathogenesis of gingivitis. Potempa, 
U et al. ( 1 994) Perspectives in Drug Discovery and Design, 2, 445-458 
5 Cathepsin K is believed to play a c^isative role in diseases of excessive bone 

or pardlage loss. Bone is composed of a protein matrix in which spindle- or plate- 

n»jor stnictural pi^teih 
protein. The remair^^ 
. ; .' - lb proteins, including osteocalcin, proteoglycans, ostebpontin, osteonectin, 

^ fibronectin, and bone sialdprotein. Skeletal bone undergoes 

remodeling at discrete foci throughout Ufe. These foci, or remodeling units, undergo 
; *eyele consisting of a bone resojptibn phase followed by a phase of bone 

- 5 Bone resorjption is carried out by osteoclasts, which are multinuclear cells of 

; ^ : : ; .*wipa?op«ctic lineage. The osteoclasts adhere to the bone surface and form a tight 
sealing zone, followed by extensive membrane ruffling on their apical (i.e., 
resorbing) surface. This creates an enclosed extracellular compartment on the bone 
surface that is acidified by proton pumps in the ruffled membrane, and into which 
20 the osteoclast secretes proteolytic enzymes. The low pH of the compartment 

dissolves hydroxyapatite crystals at the bone surface, while the proteolytic enzymes 
digest the protein matrix. In this way, a resorption lacuna, or pit, is formed. At the 

of this phase of the cycle, osteoblasts lay down a new protein matrix that is 
subsequently mineralized. In several disease states, such as osteoporosis and Paget's 

there is a net loss of bone at each cycle. Ultimately; this leads to weakening of the 
bone and may result in increased fracture risk with minimal trauma. 

The abundant selective expression of cathepsin K m tateoclasts strongly 
suggests that this enzyme is essential for bone resorption. ^ inhibition 

3«) of cathepsin K may provide an effective treatment for diseases of excessive bone 
loss, including, but not limited to, osteoporosis, gingival diseases such as gingivitis 
and periodontitis, Paget's disease, hypercalcemia of malignancy, and metabolic bone 
disease. Cathepsin K levels have also been demonstrated to be elevated in 
chondroclasts of osteoarthritic synovium. Thus, selective inhibition of cathepsin K 

35 may also be useful for treating diseases of excessive cartilage or matrix degradation. 
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including, but not limited to, osteoarthritis and rheumatoid arthritis. Metastatic 
neoplastic cells also typically express high levels of proteolytic enzymes that 
degrade the surrounding matrix. Thus, selective inhibition of cathepsin K may also 
be useful for treating certain neoplastic diseases. 
5 Surprisingly, it has been found that a broad, structurally diverse series of 

compounds have common structural, physical and spatial characteristics that alio w 
for the interaction of said compounds with specific residues of the active site of 
cathepsin K and are useful for treating diseases in which inhibition of bone 
resorption is indicated, such as osteoporosis and periodontal disease. Thus, this 
10 invention relates to the method of inhibiting cathepsin K using compounds having 
the characteristics hereinbelow defined. 

Summary of the Invention 
In one aspect, the present invention provides a method for inhibiting 
15 cathepsin K by administering compounds with certain structural; physical and spatial 
characteristics that allow for the interaction of said compounds with specific residues 
of the active site of the enzyme. This interaction inhibits the activity of cathepsin K 
and, thus, treats diseases in which bone resorption is a factor. 

In another aspect, the present invention provides a novel cysteine protease in 
20 crystalline form. 

In yet another aspect, the invention provides a novel protease composition 
characterized by a three dimensional catalytic site formed by the atoms of the amino 
acid residues listed in Table XXIX. 

In still another aspect, the invention provides a method for identifying 
25 inhibitors of the compositions described above which methods involve the steps of: 
providing the coordinates of the protease structure of the invention to a 
computerized modeling system; identifying compound 

structure; and screening the compounds or analogs derived therefrom identified for 
cathepsin K inhibitory bioactivity. 
30 Other aspects and advantages of the present invention are described further in 

the following detailed description of the preferred embodiments thereof. 
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Brief Description of the Drawings 
Figure 1 is the amino acid sequence of cathepsin K aligned with the amino 
acid sequences of other cysteine proteases. 
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Figure 2 is a ribboa diagr^ of catheps 
termini arc indicated by N and C. The drawing was produced using the program 
MOLSCRIPT [Krdulis:P % J. AppL Crysuz 

Figure 3 is a ribbon diagram of cathepsin K in complex with E-64, a known 
5 inhibitor of cysteine proteases The drawing was produced using the program 
MOLSGREPT. 

Figure 4a is an illustration of the active site of cathepsin K. Figure 4b is a 
stereoview of the active site of cathepsin K For clarity, no hydrogen atoms or water 
molecules are shown. 

10 Figures 5a- 13a are illustrations of the active site of cathepsin K in complex 

with novel inhibitors of cathepsin K. Figures 5b-13b are stercoyiews of the active 
site of cathepsin K in complex with noye 

depict the interaction of each inhibitor with all atoms of residues of the active site of 
cathepsin K within 5 A of the inhibitors. Fqr clarity; io hydrogen atoms or water 
15 molecules are shown. 

Table I provides the three dimensional protein coordinates of the cathepsin K 
crystalline structure of the invention. 

Tables H-X provide the three dimensional coordinates for the cathepsin K 
complex with specific inhibitors of the present invention. 
20 Tables XI-XIX provide listings of the thite atom angles be^^ atoms of 

the inhibitors and the protein for all inhibitor atoms within 5 Angstroms of the 
protein. 

Tables XX-XXVm provide listings of the distMces between atoms of the 
inhibitors and the protein for all inhibitor atoms within 5 Angstroms of the protein. 
25 Table XXIX provides the atoms of the amino acid residues of the catalytic 

• site. 

Detailed Description of the Invention 
The present invention provides a novel cysteine protease crystalline 
30 structure, a novel cysteine protease active site, and methods of use of the crystalline 
form and active site to identify protease inhibitor compounds. 

In particular, the present invention provides a method for inhibiting cathepsin 
K by administering compounds with certain structural, physical and spatial 
characteristics that allow for the interaction of said compounds with specific residues 
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Specifically, the inhibitors of cathepsin K used in the present invention 
interact with any two or more of the foHbwing: 

1. Tyrosine 67 Sfidechain; 

2. Hydrophobic pocket lined with atoms from methinoine 68, 
5 leucine 209, alanine 163, alanine 134 md portions of tyrpsiiw 67; 

3. Hydrogen bonds donated by glycine 66 amide nitrogen; 

4. Cysteine 25 the active site nucleophile; 

5. Mainchain intei^tibiw finM 
. glycine 23; 

10 6. Tryptophan 184sidech^n; and 

7. Hydrophobic contacts with thr 
asparagine 161 and the mainchain of alanine 137 and ise^ 

Preferably, the inhibitors of cathepsin K used in the present invention interact 
with any three or more of 
15 The compounds used in the methods of the present in vention possess an 

electrophilic carbon and either a hydrophobic group whose centroid is 5i44-6^94A 
from the carbon or an aromatic gn^ 

carbon, or both the hydrophobic and the aromatic groups in which case the centroids 
of these two groups should be 15.67-1^ 

20 make the appropriate interactions with the cathepsin K active site ? 

carbon atom should be 1.7-4.0A from the side chain sulfur atom (SG) on the amino 
acid cysteine 25. The hydrophobic group should be near the following amino acids 
with appropriate distance ranges between the centroid of the side chain atoms and 
the centroid of the hydrophobic group given in parentheses: tyrosine 67 (4.91- 

25 5.9lA), methionine 68 (5.74H5 74A), alanine 134 (4. 15-5. 15A), leucine (6 18- 
7. 18A), and leucine 2(fr^ 
tryptophan 184 (4. 10-7.1 6A^ 

The key structural features of the inhibitors of the preset ihveh^ mclude 
an electrophilic carbon, preferably the carbon of a carbonyl group, a hydrophobic 

30 group, preferably an isobutyl group, and an aromatic group, preferably a phenyl 

group. The electrophilic carbon of the inhibitor may be in the sanie compound with 
two hydrophobic groups, such as two isobutyl groups, or two aromatic groups, such 
as two phenyl groups, or one hydrophobic group and one aromatic group. 

Suitably, the method of inWbiting cathepsin K of the present invention 

35 comprises administering to a mammal, preferably a human, in need thereof a 
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compound that fits spatially into the active site of cathepsin K, said compound 
: comprising any two or more of the following: . : 

(i) an electrophilic carbon atom that binds to the side chain sulfur atom 
of cysteine 25 wherein said electrophilic carbon atom is 1 7-4.0A from said sulfur 

'5 - ' atom; 

(ii) a hydrophobic group that interacts with tryptophan 184 wherein the 
distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tryptophan 184 is 4.10-7.10A; 

(iii) a hydrophobic group that interacts with tyrosine 67, methionine 68, 
10 alanine 134, leucine 160, and leucine 209, creating a hydrophobic pocket, and 

has distance ranges between the centroid of said hydrophobic group and the 
: centroids of the side chain atoms of the amino acid residues of said hydrophobic 
pocket which are tyrosine 67:^4 5;74^6;74A, alanine 

134:4,15-5;^ 

15 (iv) a hydrophobic group that interacts with tyrosine 67 wherein the 

distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tyrosine 67 is 4. 10-7. lOA; 

(v) an amino group with a pKa of less than 7 or an oxygen atom, each of 
which interacts with a hydrogen atom donated by the amide nitrogen of glycine 66 

20 wherein the distance between these two atoms is 2.7-3.5A; 

(vi) a hydrophobic group that interacts with the main chain atoms of 
giutamine 21, cysteine 22 and glycine 23 wherein the distance between the centroid 
of said hydrophobic group and the centroids of glutamine 21 , cysteine 22 and 
g^ 

25 (vii) a hydrophobic group that interacts with the side chain atoms of 

glutamine 143 and asparagine 161 and the main chain of alanine 137 and serine 138 
wherein the distance between the centroid of the hydrophobic group and the 
centroids of glutamine 143, asparagine 161, alanine 137, and serine 138 are 7.9- 
9,6A; 4.7r5;4A f 4.2-5.5A, and 4.6-6.4A; respectively. Preferably, the inhibitors of 

30 cathepsin K used in the present invention comprise three or more of the above. 

Suitably, the method of inhibiting cathepsin K of the present invention 
comprises administering to a mammal, preferably a human, in need thereof, a 
compound that fits spatially into the acti ve site of cathepsin K, said compound 
comprising: 
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(i) an elec^i^ the siiie chain sulfur atom 
of <^inc25 ^ 

. atom; and 

(ii) atydn^ 
5 distance between ^ 

chain atotiisof^^ 
that interact with tryptophan 
aromatic group * 924^11 
binds to the side chain sulfur atom of cysteine 25. 
1^ 

cysteine 25 is a ca^nyl carbm. 

Suitably, the^ 
with a hydrophobic group that: 

: has a centroid which is 5 electrophilic carbon; 

15 interacts with Qnrp^e 67, meUiionihc 68, alanine 134; leucine 160, and 

leucine 209, cre^ng a hydro 

has distance ^ centroid of said hydrophobic group and the 

centroids of the side cl^n atonw of the a acid residues of said hydrophobic 
pocket which are tyrosine 67: ^91-191 A, methionine 68: 5 -74^74A; alanine 
20 134: 4.15-5. 15A, 1^ and leucine 209: 5^71-6:71 A. 

Preferably, this hydrophobic group is an isobutyl group. 

Alternately, the method of the present invention farther comprises a 
; compound with a hydrophobic ^up that interacts with tyrosine 67 w^ 

distance between the centroid of said hydrophobic group and the centroid of the side 
25 chain atoms of tyrosine 67 is 4: 10-7 
aromatic group. 

Alternately, the method of the present invention further comprises a 
compound with ah amin^ of less than 7 or ah oxygen atom, each 

of which interacts with a hydrogen atom doha^ the amide nitrogen of glycine 
30 66 wherein the distance between these two a^^ 2.7 3.5A. Preferably, the 

compound comprii»s?an oxygen such as an oxygen atom of a caibonyl group 
or an oxygen atom of a hydroxyl group. 

Alternately, the method of the present invention further comprises a 
compound with a hydrophobic group that interacts with the main chain atoms of 
35 glutamine 21, cysteine 22 and glycine 23 wherein the distance between the centroid 
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of the hydrophobic group and the centroids of glutaminc 21 . cysteine 22 and glycine 

23 w 3.7-5A 4 9-5.7 and 5i4-6 7A, respectively Preferably, this hydrophobic 
x; ; group is an isobutyl group; 

Alternately, the method of the present invention further comprises a 
5 ^ compound with a hydrophobic group that interacts \vat^ 

ghitamine 143 and asparagine 161 and the mainchain of alanine 137 and serine 138 

wherein the distance between the ^ 

centroids of glutanune 143, asparagine 161; Canine 137, and serine 138 ar^ 7;^- 
9.6A,4.7-5.4A, 4.2-5.5^ 
16 Compounds used in the method of the present invention include, but are not 

• 3(S)-3-[(N-benzyl^^ 
hexanone; 

15 [(phenylmc^oxy)cart>OT 

pyrrolidinone; : : 

^[N-[(ptenylmethoxy^a 
[(pheriylmethoxy)cai^ 
20 ^ 

2-IN^3-ben2yloxybenzo^ 
leucinyl)]carbohydrazide; 

(1S)-N-^ 

ry 

25 ; l-N-(N-imida^ 
amino-propan-2-one; and 

2 > 2 , -N^-bis-benzyloxy 
or a pharmaceutical^ acceptable salt thereof . 

As stated herein, the interaction of the inhibitor at the side chain sulfur atom 
30 ofcysteine25hasasoneofite 

"electrophilic carbon" atom. By this term is meant an electron deficient carbon. 
This term includes, but is not limited to, a carbonyl carbon atom. This term also 
includes an epoxide, a thiocarbonyl, an imine, and a nitrile. Suitably, this term may 
also be represented by ^ 
35 to C in a ring or wherein X is CH 2 . H, p, S or NR« in which R a is H of C^alkyl. 
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includes an epoxide, a thiocarbonyl, an imine, and a mtrile. Suitably, this term may 
also be represented by the formula -C=N-X, wherein X may be optionally tied back 
to C in a ring or \y herein X is CH2, H, O, S or NR* in which is H of G i^alkyl: 
The hydrophobic groups that interact with tryptophan 184 or tyrosine 67 
5 include, but are not limited to, aromatic groups. These hydrophobic groups include 
phenyl, Cj^alkyl and heteroaryl, which is defined hereinbelow. The hydrophobic 
groups that interact with the hydrophobic pocket lined with atoms from tyrosine 67, 
methionine 68, alanine 134, leucine 160, and leucine 209 not only includes isobutyl, 
but also includes Chalky!, C3.6<^cloalkyl and adaiti^ 
10 groups that interact with the main chain atoms of glutamine 21, cyst^ \. 
glycine 23 or the side chain atoms of glutamine 143 and asparagine 161 and the 
mainchain of Canine 1 37 and serine 1 38 include G i . i<^kyl, G| > F2b + i v in which b 
is 1-3, and aryl and heteroaryl, each of which are defined herembelow. 

15 calculated by averaging the x coordinates of the atoms to obtain the x coordinate of 
the centroid, averaging the y coordinates of the atoms to obtain the y coordinate of 
the centroid, and averaging the z coordinates of the atoms to obtain the z coordinate 
of the centroid. 

The compounds used in the method of the present invention include, but are 
20 not limited to, the compounds of formula (I): 



O 




wherein: 

25 ;,.;psr;-" :: ; 

fl 30 

H 



9 



R 

3 I 



,22 



I if 



R 2 . R U B— . 



WO 97/16177 



PCTAJS96/17512 




WO 97/16177 



PGT/US9W7512 



p 42 



where: 

O 



A - absent. 



X=Y 



L = Ci^alkyl, Ar-Goiealkyl, Het^^alkyl, CH(R66)NR60r68, 
CH(R^)Ar, CH^pAr', NR66R67; 
10 M = C(0), SO2; 

G= . 




J = C(0),S02; 
15 T = Ar,Het; 



V = C3-7cydoalkyl; 

W = H. -CN, -CF 3 , -NO2, -COR7, -C0 2 R 6 , -C0NHR6, 

-SO2NHR6, -NHSO2R 6 -NHGOR 7 , -0-C0R6, -SR6 
NR*R 6 , NR'(C=NH)NHR5, CI, Br, I, F; 
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X = Y = Z = N.O.Sor€R4 

provided that at least two of X; Y and Z are heteroatoms 
and at least one of X, Y and Z is N, or one of X, Y and Z is 
C=N, G=G or N=N and the other twro are CR 4 or N, 
provided that X, Y and Z together comprise at least two N; 

~ indicates a single or double bond in the five-membered 

heterocycle; 

m = 0, 1,2; 

n = 1 to 6; 

f = 0,1,2; 

Ar = phenyl, naphthyl, optionally substituted by one or more of 

Ph-Co^alkyl, Het-Co-galkyl, Cj-galkoxy, Ph-Co-galkoxy, 

Ar' = phenyl or naphthyl, optionally substituted by one or more of 
Ph-Co-6alkyl, Het-Co-6alkyl. Cj^alkoxy, Ph-C 0 _ 6 alkoxy, 

Het-(^alkoxy. OH, (CH2)i-6NR 5 ?R? 9 , 

0(CH2)i^NR 58 R 59 , or halogen; 
R' = H, Ci-6alkyl, Ar-Gp.6alkyl, Het^o-o^k 
R l =H,Gi-6alkyl; 
R? «?.. C4-6alkyl , C4-6alkenyl, benzyl; : 
R3 = Ci^kyl, Ar^^dkyl, Het-GQ^alkyl, R 5 GO-, R5S02-, 

R5de(0), rSnhgo-; 

R^ = H,;Ci^alkyl, Ar-Co-6alkyl, Het-Co^alkyl; 
R 5 = A^^alkyl, Het-Co^aalkyi; 

R6 = H, Ci-6alkyl, CH 2 CF 3 , Ar-Co-6alkyl, Het-C 0 . 6 alkyl; 
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R7 = Ci^alkyllAr<i6-6alkyl, Het-CQ^alkyl; 

# = h ; c 2 ^6 alkenyl; Q^alkynyl; Het; Ar.Gi^alkyl, 
optionally substituted by OR'. SR', NR'2, CQ^R', 
C02NR*2, N(C=NH)NH2» Het or Ar; 

R 9 = H, Ci-6alkyl. Ar^Co.galkyl. Het-CQ^alkyl; 

R 10 = Ci-6alkyl, Ar-Co^alkyl, Het-CQ^alkyl; 

R l 1 = H, Ci-6alkyl, Ar-C^galkyl, HeK^alkyl, or 



R ,7 R'— N 



R 12 = H.Ci^alkyli Ar^gaikyl. Het-Co^alkyl; 
10 Rl3 = HvCi^alkylv Ar-C^oalkyl, Het^o-o^M; 



R w 



Rl4 = ^ N— R R t . 
, ' R 15 = H. C^alkyl, C 2 ^alkenyl, C 2 ^alkynyl. Ar. Het, or 
Cj_6aikyl optionally substituted by OR 9 , NR 9 2« 
GONR° 2 , N(C=NH)NH-, Het or Ar; 
15 R 16 = e2^afl£yl, e 2 ^alkenyl, C 2 -6alkynyl, Ar, Het, or C 2 -6alkyl 

optiOnaUy substituted by OR 9 , SR 9 , NR 9 2, CO2R 9 , 
CONR 9 2 , N(C=NH)NH-, Het or Ar; 
R 19 = H, C^alkyl, C2-6alkenyl. C2^alkynyl, Ar. Het, or C^alkyl 
optionally substituted by OR 9 , SR 9 . NR 9 2 . CO2R 9 . CONR 9 2 , 
20 N(C=NH)NHt, Het or Ar; 

R17 = r72 = h, Ci.6alkyl, R'O, RlQC(0)-. R 10 C(S)-. Rl<>OC(0)-; 
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y&*±^±&#a}kyk C2-6alkenyl; C3-1 icycloalkyi; T-C3. 

6^1; V<;i^alkjrl;T^2-K52^yJ; 
v ! f ^ (GH2)iiCH(T)(CH2) n ; optionally substituted by one or 
two halogens. SR 2 0, OR20,Nr20r27 or e Malkyl; 
5 R27 = R28co, R28oCO; ' 

R28 = Ci-©alkyl; C3- 1 icycloalkyi; Ar; Het; T-Ci^alkyl; 

T-(CH2) n CH(T)(CH2) n ; optionally substituted by one or 
two halogens, SR 2 0, OR20, NR20R73 f Ci-6alkyl; 
R20 = R 22 = R 23 = R 24 = R 25 = R 73 = H. C M alkyl. At-Cq. 
10 oalkyl, Het-C 0 _ o aikyl; 
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5 

Cbz-leucinyl-; 2-, 3-, or 4-pyridyl methyloxycarbony l-leucinyl-; 4-imidazole 
acctyl-leucinyl-, phenyl acetyl-leucinyl, N,N-dimethyl-glycinyl leucinyl, 4- 
pyndyl acetyl-leucinyl, 2-pyridyl sulfonyl-leucinyl, 4-pyridyl carbonyl- 
leucinyl acetyl-leucinyl^ 
0 benzyloxybenzoyl-, biphenyl acetyl, Ipha- isobutyl-biphenyl acetyl, Cbz- 

phenylalaninyl, Cbz-norieucinyl-, Cbz-norvalinyl-, Cbz-glutamyl-, Cbz- 
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epsilon- (t-buty 1 ester)-glutamyl; acetyl-Ieucinyl-, 6- or 8- quinoline 
carbonyl, biphcnyl acetyl, alpha- isobutyl-biphenyl acetyl, acetyl, benzoyl; 2- 
or 3- benzyloxy benzoyl, 4-phenoxy benzoyl-, Cbz-amino acid-; 2-;3-, or 4- 
pyridylmethyloxycaitonyl-aminoacid-; aiyl CQ-Cgalkyioxy carbonyl-amino 
5 acid-, het^aryl<^ 

carbonyl-amino acid^ 
C^ilkyloxy carbd^ 
caibonyl, heteroaty 
heteroaiylC^ 
10 sulfonyl, 

heteroaryl CQrCfplkyl sulfonyl; 

R30=H.e 1 - 6 alkyl; 
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R31- 




Cbz-Ieucinyl-; 2-, 3- t or 4-pyridyl mcthyloxycarbohyl-Ieucinyls 4-imidazole 
acetyl-leucinyl-, phenyl acetyl-leucinyl, N»N-diniethyl-glycinyl leucinyl, 4- 
pyridyl acety 1-leucinyl, 2-pyridyl sulfonyl-leucinyl r 4-pyridyl carbonyl- 
leucinyl, acetyl-leucinyl, benzoylrleuciny 1, 4-phenoxy-benzoy I-, 2- or 3- 
10 benzyloxybenzoyl-. biphenyl acetyl, alpha- isobutyl^biphenyl acetyl, Cbz- 

phenylalaninyl, Cbz-norieucinyl-, Cbz-norvalinyl-, Cbz-glutamyl-, Cbz- 
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epsilon- (t-butyl ester)-glutamyl; acetyl-leucmyl-, 6- or 8- qumohne 
carbonyl, biphenyl acetyl, alpha- isobutyi-biphenyl acetyl; acetyl; benzoyl, 2- 
or 3- benzylbxy beii^ 

pyridylmethyloxycarbonyl-aminoacid-; aiyl Go^Cgalkylbxy carbonyl-amino 
5 acid-, heteroaryl (^Ggalkyloxy carb(*yl-amino acidsaryl Go-Ggalkyloxy 

carbonyl-amino acid-, heteroaryl Cg-C^alkyloxy cairbonyl-amino acid-, 
Ci-Cgalkyloxy carbonyl-amino acid-; Ci-Cgalkyl carbonyl, aryl Co-Cealkyl 
carbonyl, heteroaiyl CQ-Cgalkyl carbonyl, aryl CQ-Cgalkyl carbonyl, 
heteri^ 
10 sulfonyUhete^ 

heteroaryl G()-G6alkyl sulfonyl; 
R32-(x:h^ 

heteroaryl substituted C^ga^ 2-, 

3-, or 4-pyridylmethylneneoxy; 4-pyridyl methylene, 2- 
15 pyridyl sulfonyl, 4-pyridyl, aryl substituted GQ-galkyloxy, 

heteroaryl substituted Go-galkyloxy; 
R33 = g J -galkyl, -GH^Ph, -CH2CH2CO2R 34 ; 
R^ = -H,C 1 - 6 alkyl; 

R35 = Ar, HetAr, 
20 ¥$6 -i Aryl, feteroaryl, p 

R37= Cj-galkyl, -CH 2 Ph, -C^C^CO^; 

R38 = Gbz; Gi-6alkyl or aryl substituted 
Gbz; G i-galkyl -CO; benzoyl; Cj-6alky I or aryl 
substituted benzoyl; 
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5 ; • 

Cbz-leucinyl-; 2- t 3-, or 4-pyridyl methyloxycaibohyl-leucinyls 4-imidazole 
acetyl-leucinyl-, phenyl acstyMeu™^ 

pyridyl acetyl-leucinyl, 2-pyridyl sulfonyl-leucinyl, 4-pyridyl carbonyl- 
leucinyl, acctyl-leucinyl, bcnzoyHeucinyl, 4-phenoxy-benzoyl-, 2- or 3- 
10 benzyloxybenzoyl-, biphenyl acetyl, alpha- isobutyl-bipheny i acetyl, Cbz- 

phenylalaninyl, Cbz-norleucinyl-, Cbz-norvalihyl-, Cbz-glutamyK Cbz- 
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epsilon- (t-butyl ester)-glutamyl; acetyl-leucinyl-, 6- or 8- quinoline 
carbonylv biphcnyl acetyl, alpha- isobutyl-biphenyl acetyl, acetyl, benzoyl, 2- 
6ir 3- tetazyloxy benzoyl, 4^phenoxy benzoylvCbz-amino acids 2-3% or4- 
pyridy Imethy loxycarbony I-aminoacid-; aiyl GQ-Ggalkyloxy carbonyl-amiho 
5 acids he^ CQ-G^alkyloxy 

carfonyl-M^ 

Cgalkyloxy caibonyl-amino acids Ci-C^alky! carbonyl, aryl C^-C^alky! 

10 suifqhyi; heteroaiylG^ sulfonyl, 

heteroaryl C^Ggalfcyl sulfonyl; 

R^> = Hand G^alkyl; 

R4? = Ci-6alkyl, aryl substituted Gi-galkyl and hetero aryl 

15 substituted C i ~6*ikyli H when R 4 3 is G [-galkyl, aryl substituted 

Gi-galkyl; and heteroaryl substituted Cj-galkyl; 
R43 = C j-galkyl, aryl substituted C j-galfcyl and hetero aryl 
substituted Ci-galkyl,; H when R 42 is Cj-tfdkyl, aryl substituted 
Cj-gallqri; and heterbaryl substituted Gi-6alkyl; 
20 R 44 = CH(R53) N r45r54 GH(R55 )A r, G 5 . 6 alkyl; 

R 4 5 = R46 = R 47 = r4S = R49 = R 50 s r51 = Hf Cj^alkyl, 
Ar-^ 6 alkyl, Het-Co^alkyl; 

R 52 = ^ 

CH(R 56 )NR 4 6r57 ; 
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R53 = e 2 ^al^l, Ar-qj^alkyl, Het-Co^alkyl, 

may be connected to form a pyrrolidine or 
' piperidine ring; 
R54 = R57 - R47, r47 G(0 ), R47 C(S)t r47()C(0); 
S R55 = r56 = r58 > R 59 - h. Ci-6alkyl. Ar-C^alkyl, 

R60 = R 61 = R62 = R 63 = R 64 = Ht Ci^alkyl, 

Ar-Co^alkyl, or Het-C 0 . 6 alkyl; 
R$5 = Gi.galkyl. A* Het, CH(R°9)Ar. CH(R69)OAr, N(R^)Ar. 
■ V* ?a(l^l#P; 

R66 = R69 = R 71 = h, C^galkyl, (CH 2 )o-6-C3-6cycloalkyl, 

Ar-er>6alM. Het-Co.6alkyl; 
R 67 » Ci^alkyl, (CH 2 )o-6-G3^cycloalkyl t Ar-Go^alkyl, 

Het-Co^alkyl; R 66 and R° 7 may be combined to form 
•"•15. \ a 3-7 membered monocyclic or 7- 10-membered bicyclic 

carbocyclic or heterocyclic ring, optionally substituted with 

1-4 of Cj^kyl, Ph-Goigalkyl. Het^^dkyl, C^galkoxy, 

Ph-Co. 6 alkoxy, Het-Co^alkoxy, OH, (CH 2 )i- 0 NR58r59 > 
0(CH2)i^NR 58 R 59 ; 
20 R68 = r70 = R 62 f R 62c(0), r62c(S), R°2oC(0), 

R o2 pe(p)NR59CH(R71)(CO); 
and pharmaceutically acceptable salts thereof. 

The compounds of Formula I are hydrazidyl, bis-hydrazidyl and bis- 
aminomethyl carbonyl compounds having in common key structural features 
25 required of protease substrates, most particularly cathepsin K substrates. These 
structural features endow the present compounds with the appropriate molecular 
shape necessary to fit into the enzymatic active site, to bind to such active site. 
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thereby blocking the site and inhibiting enzymatic biological activity; Referring to 
Formula I, such structural features include the central electrophilic carbonyl, a 
peptidyl or peptidomimetic molecular backbone on either side of the central 
carbonyl, a terminal carbobenzyloxy moiety (e.g., Cbz-leucinyl), or a mimic thereof, 
5 on the backbone on one or both sides of the carbonyl, and optionally, an isobutyl 
side chain extending from the backbone on one or both sides of the carbonyl. : 

Abbreviations and symbols commonly used in the peptide and chemical aits 
are used herein to describe the compounds of the present invention. In general, the 
amino acid abbreviations follow the IUPAC-IUB Joint Commission on Biochemical 
10 Noihenclatu^ 

acid" as used herein refers to the I>- or jt- isomers of alanine, arginine, asparagine; 
aspartic acid, cysteine, glutamine, glutamic acid, glycine, histidine, isoleuciiie, 
leucine, lysine, methionine, phenylalanine, pro 
tyrosine and valine 

15 "Ci^alkyr as applied herein is meant to include substituted and 

unsubstituted methyl, ethyl, n-prbpyl; isopropyl, n-butyl, isobutyl and t-butyl, 
pemyl, n-pentyl, isopentyl, neopentyl and hexyl aiid the simple aliphatic isomers 
thereof. Any Ci-6alkyl group maybe optionally substituted independently by one 
or two halogens, SR^^ or G i^alkyl, where R' is 

20 Giyjalkyl. CQalkyl means that no alkyl group is present in the moiety. Thus, Ar- 
Qjalkyl is equivalent to Ar. 

"63-1 jcycloalkyr as applied herein is meant to include substituted and 
unsubstituted cyclopropane, cyclobutane, cyclopentane, cyclohexane, cycloheptane, 
cyclooctane, cyclononane, cyclodecane, cycloundecane. 
25 "G2^6 alkenyl" as applied herein means an alkyl group of 2 to 6 carbons 

wherein a carbon-carbon single bond is replaced by a carbon-carbon double bond. 
G2-6alkenyl includes ethylene, 1-propene, 2-propene, 1-butene, 2-butene, isobutene 
and the several isomeric pentenes and hexenes. Both cis and trans isomers are 
included. 

30 M C2-6alkynyl M means an alkyl group of 2 to 6 carbons wherein one carbon- 

carbon single bond is replaced by a carbon-carbon triple bond. C2-6 alkynyl 
includes acetylene, 1 -propyne, 2-propyne, 1-butyne, 2-butyne, 3-butyne and the 
simple isomers of pentyne and hexyne. 
"Halogen" means F, CI, Br, and I 
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"Ar'^br ^r me^s phenyl or 
more of Ph-CQ^alkyi; Htf-<^alkyl, C^galkoxy, Ph^^^oxy, 
Het^ealkoxy; (Mi; (C^ 2 >I^%^ where R58 ; R59 i S 

H, Ci^alkyl; Ar-G^alkyl; He^ 
5 NO2, CN f C02^, GON(R); F, CI, Brand I; 
As used herein "He^ 
moriocycUc or a* is either 

saturated or unsatura^ 

heteroatoms selected from the group consisting of N, 0 and S, and wherein the 

10 lutrbgen ami sulfur hete 

heteroatom may optionally be quatemized, and including any bicyclic group in 
which any of the above-defined heterocyclic rings is fused to a benzene ring. The 
heterocyclic ring may be attached at any heteroatom or cartoon atom which results in 
the creation of a stable structure, and may optionally be substituted with one or two 

15 moieties selected from Cj^alkyl; OR v ; fi(R% SR\;^v:N^;CN- : CO2R, 
CON(R), F, CI, Br and I, where R' is Ci-6alkyl. Examples of such heterocycles 
include piperidinyi,piperaziny^ 

oxopyrrolodinyl, 2-oxoazepinyl, azepinyl, pyrrolyl, 4-piperidonyl, pyrrolidinyl, 

pyrazolyl, pyrazolidinyi, imidazolyl, pyri 
20 oxazolyl, isoxazolyl, mdipholinyl, thiazolidinyl, tW 

indolyl, quinolinyl, isoquinolinyl. benzimidazolyl, benzopyranyl, benzoxazolyl, 

furyl, pyi^ylv tetrahydrpfu^ tetrahydropyranyl, thienyl; benzoxazolyl 

thiamorpholinyl sulfoxide, thiamo^ 

"HetAr" or "heteroaryr means any heterocyclic moiety encompassed by the 
25 above definition of Het which is aromatic in character, e g , pyridine. 

O ... 

It will be appreciated that the heterocyclic ring, • , includes thiazoles, 
oxazoles, triazoles, thiadiazoles, oxadiazoles, isoxazoles, isothiazols, imidazoles, 
pyrazines, pyridazines, pyrimidines, triazines and tetrazines which are available by 
routine chemical synthesis and are stable. The single and double bonds (i T e., in 
30 such heterocycles are arranged based upon the heteroatoms present so that the 
heterocycle is aromatic (e.g., it is a heteroaiyl group). The term heteroatom as 
applied herein refers to oxygen, nitrogen and sulfur. When the heteroaryl group 
comprises a five membered ring, W is preferably an electron withdrawing group, 
such as halogen, -CN, -CF 3 , -NO2. -COR? -COjR 6 , -CONHR 6 -SO2NHR6 - 
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NHSO^R* 

withdrawing substituent as known in the an. 

Certain radical groups are abbreviated herein. t-Bu refers to the tertiary butyl 
radical, Boc refers t6 the 
5 fluorcnylmcthoxyca^nyl radical^ Phrefere to 

Certain reagents are abbreviated herein. DCC refers to 
dicyclohexylcarbodiimide, DMAP is 2,6-dimethylaminopyridine, EDC refers to N- 

10 hydroxybenzotriazole, DMF refers to dimethyl formaraide, BOP refers to 
benzotriazol- 1 -y loxy-tris(dimethy lamino)phosphonium hexafluorophosphate, 
DMAP is^^rt 

l,3-dithia-2,4-diphosphetane-2,4-disulfide, NMM is N-methylmorpholine, TFA 
refers tat^ 
15 refe^ 

arid sulfuric acid well-known in the art. 

Compounds of formula (I) are prepared according to the methods detailed in 
Schemes 1-25. 
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Scheme 1 




2 ' fi 

a) i-BuOGOCJ, NMM, OfeNa EtOAc. Et20; b) HBr, AcOH. EtOAc. EfeO; c) hfeNCSCQzEt 
EtOH; d) NaOH. H2O. THF; e) i-BuOCOO. NMM, NHz. THForBOP. EfeN. RNHz. CH 2 Cb; f) 
TFAA. pyridine. CHzCfe g) R^OH. Boc 2 0. Pyridine or R^OH, EDCI. CHjClz; h) piperidine. DMF 
0 BOP, EfcN. D-CCfeH. CHzCfc 
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Scheme 1 A 




1 



5 a) Mel, THF; b) RTJH^ i-^OH; c)Brom6methyl ketone, EtOH 



Scheme 2 




. : 4 " : s 




10 

a) i-BuOGOO, NMM, NH 3 ; THF; b) Lawessons reagent, THF; c) BrCH 2 COC0 2 Et. 
TFAA. Pyridine. CH 2 C1 2 ; d) TFA; e) DCCMi, EDOHC1, HOBT, Et 3 N, DMF; 0 
NaOH. H 2 0, THF 
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SchcnpigM 




a) Boc-amino acid. EDOHC1, 1-HOBT, DMF; b) TFA; c) RSqcOCI, i-Pr 2 NEt 
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Scheme 3 



-OMe a JL OMe __; b 

HjN' ^ —~ BocHN^Y 

o o ■ 

1 2 



R- ^ * H o 

BocHN' Y 1z - BocHN"^ ^ 



N COjEt 

ov.r 6 H 




a 




O R' 




8 II >-co2a 



I 

a) Boc 2 Q, EtjN, THF; b) hydrazine hydrate, MeOH;c) Et0 2 CCOCl, Pyridine. 
5 CH 2 C1 2 ; d) Lawesson's reagent, toluene; e)TFA, CH 2 C1 2 ; f) DCOjH, 
EDOHC1/HOBT, EtjN, DMF 
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Scheme 4 




a) SOClv, pyridine, Et 2 0, toluene; b) TFA, CH 2 C1 2 ; c) DCOjH, EDOHCl/HOBT, 
5 EtjN, DMF; d) NH 3 , EtOH 
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Scheme g 




a) EDOHO/HOBT, EtjN.DMF; b) HzNNH^HA MeOH; c) GSGli, Et,N, CHClj 

5 " :; 



Scheme 6 




S 

2 

10 

a) H 2 NCS 2 NH4+ EtOH; b) H 2 NCSNH 2 , EtOH 



30 



WO 97/161 77 



PCT/US96/I7S12 



Scheme 7 



5 




10 

a) i. t-BuOCOCl, NMM, THF; ii. CH 2 N 2 , Et 2 0; b) HBr, AcOH; Et 2 0; c) 
H 2 NCSC0 2 Et, EtOH; d) R63NHNH 2 , ElOH; e) R^CC^H; EDOHC1, 1-HOBT, 
DMF. 

15 
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LCOM LC0NH 2 t^SNHi .^c_^ 



4-* 



■ 5 -"^fe^" h 

■v. 6(J = CO,S02) 

a) ifBuOeOGl, NMM, NH 3 , THF; b) Lawcssons reagent, THF; c) i. 
Et02C<:OGH2Bf; ii. TFAA, Py, CH 2 C1 2 ; d) H 2 NNH 2 »H 2 0, EtOH; e) R^sc^Cl, 
IV.CH 2 Cl2^ 

10 



Scheme |Q 

R16 R« R' 6 




N^COsH HaN COjEt - [j Y Y 

O R ,s 



15 



o r« H # R« o 



a) EDOHC1. HOBT; DMF; b) H 2 NNH 2 »H 2 0, EtOH; c) R' 4 -B-G0 2 H, 
EDOHCL, HOBT, DMF 
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Scheme 11 

H O H 



■O H H O 



1 

a)EDC.HCI, IrHOBT. DMF 



Scheme 1? 



H 

■ • . . ..- / ■•• 

R^COjR — — >> R^CONHNHj — ^ # ^ _£_ 

R 4 * O ° 

' J I' 

. » o H o H 

0 H O H H 



i 5(F = COR 52 ,S0 2 R 52 ) 

a) HgNNHg HgO. MeOH; b) ClgCO. PhMe; c) ^NNUjHjA MeOH; d) R 49 CO ? H.EDG HCI, 
1-HOBT, DMF; e) J^SOgG) or R^OQ. Uridine, DMF; f ) R^COgCOR^; g) R^GONR^ 1 NHg 
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Scheme 12A 

R^C0NHN%-4^ #1^^ T"^* 

H Q H O H 

R 21 ^ .N^ „..'jfe d.eorf R 2, \ Jl, ^N. 

Y N NHNH, > Y f " * 

O C •'• O H H ' 

itRQHg-R^ S(X*CpR52.SP2R 52 ) 

a):i. PhCHO. EtOH; ii. BH3 THF; b) ClgCO. PhMe; c) HgNKlH^HjO, MeOH; d) R 5 2c0 2 H, 
EOC HCI. 1-HOBT,OMF;e) R^S0 2 GI or rS^COCI. pyridine, DMF; f) R^COgCOR 52 



Scheme 13 




a) HBTU, NMM, DMF; b) Jones, acetone 

10 V 



o Scheme 14 

C If II ^ ,o. ^ ^ 0. 




a a 



' -1 



1 5 a) NMM, DMF; b) Jones, acetone 
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Scheme li 




5 a) EDO. HOBT, DMF; b) NMM, DMF, 3) Jones, acetone 



Scheme 16 
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Scheme W 




7 



5 a) NaNji MeOH, H2O; b) Tosyl chloride; triethylamine, CH2CI2; c) 

80^gr^ €; c> HATU, N-methyl inorphoUne, NMP; tj 3^(GM2)3SH t 
MeGHv Et^ (6), HBTU, N-methyl morpholine, NMP; h) 

TFA, CH2CI2, Me2S; i) Jones reagent, acetone 

10 : / 



Scheme 18 




15 a) 4-pyridyl methyl amine, isopropanol, reflux; b) Cbz-leucine, HBTU, 
N-methyl morpholine, DMF; c) hydrazine, MeOH, reflux; d) 2- 
dibenzofiiransulfonyl chloride, N-methyl morpholine, DMF; e) Jones 
reagent, acetone 

20 
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// * 




5 a) KOH, MeOH/H20; b) R^NHNH 2 , EtOH; c) EDC^HCl, i-HpBT,DMF 



Scheme 20 



cord / ~~ ^ g J X\ f 

H O 



N" n - 



O H 
10 £ 



a) Thiourea, EtOH; b) i. NaN02. 16% aqueous HBr; ii. CuBr, 16% aqueous HBr; iii. 
HBr (caL), EtOH; c) ArB(OM) 2 . Pd(PPh 3 ) 4 , CsF, DME; d) AiSnMe 3 , Pd(PPh 3 ) 4 , 
Ph^e; e) H 2 NNH 2 »H 2 Q, EtOH; e) ^^H, EDOHC1, 1-HOBT, DMF. 

15 
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Scheme 21 

RCOCI-^ RCONHR 64 — RCHgNHR 67 RGH^R^CSN^ 



e__ :. H O 




O H 



5 a) R67^ 2 . Py. CH2^l2: *>) tlAM* TOF; c) i. a 2 CS, Py, CH2CI2; ii. NH 3 , 
MeOH or l. PhCONCS, CIIG13; il K2GO3, MeOH, H 2 0; d) EtC^CCOCJ^Br, 
EtOH; c) H 2 NNH 2 «H 2 0; EtGH; e) R&CQjH, EDC.HC1* I-HOBT, DMR 



10 Scjfeme_22 



HjN eOjEt N— N 



V V © H 

N N^CONHNH, d , L^ N N->-'k A > R* 



N-N N-N i » 

4 5 



a) H 2 NNH2»H 2 0,EtOH; b) LCCbCCbi'-Bu, 200 °C; c) H 2 NNH 2 »H 2 0, ElOH; d) 
15 R 65 C02H, EDOHC1, 1-HOBT, DMF 
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Scheme. 2T 





5 a) TFA; b) R^OaH, EDOHC1, l-HOBT, DMF; c)R62s02C1, i-Pr 2 NEt 
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Scheme 24 




5 a) EDCI. DMF; b) 2-PhCH 2 OPhS02Cl, NMM, DMF; c) TFA, DCM; d) 4-pyridyl 
acetic acid, HBTU, NMM, DMF; e) Jones 

Scheme 25 

10 




a) HBTU, NMM. DMF, aUyl amine; b) mCPBA, DCM; c) MeNH 2 , isopropanol. 70 
C; d) Cbz-leucine. EDCI, DMF; e) Jones, acetone 
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In another aspect, the present invention provides a novel cysteine protease in 
aystallin* to the positions in Table I herein. 

In still another aspect, the present invention provides a hovel protease 
5 composition characteri^ 
pfthe^no^^ 

The three dim 

human cathepsin K is highly homologous to other known cysteine proteinases of the 
papain family. Cathepsin-K folds into two subdomains separated by the active site 
10 cleft a characteristic of the papain family of cysteine proteases. The overall fold of 
cathepsin K is very similar to that of papain and actinidin. There is an insertion of 
one additional residue in cathepsin K at residue alanine 79 compared to papain. This 
insertion is easily accommodated in the turn at the carboxy terminal end of the helix 
formed by residues methionine 68-lysine 77 of cathepsin K. There is a different 
15 conformation for the backbone atoms of residues asparagine 99 to lysine 103 at the 
surface of cathepsin K compared to that in papain. Other differences in the 
backbone conformations between cathepsin K and papain are: a two residue 
insertion in loop residues 126-127, a two residue insertion at residue aspartate 152, 
the insertion of 4 residues at glutamihe 172 and a difference in the conformation of 
20 the loop around residue lysine 200. There are many more differences in the structure 
of human cathepsin K and human cathepsin B, however, the secondary structure is 
preserved well between these two enzymes. 

Listed in Figure 1 are the known amino acid sequences for the papain 
suf»rfamily of cysteine proteases cathepsin K, cathepsin S, cathepsin L, papain, 
25 actinidin, cathepsin H and cathepsin B, aligned to illustrate the homologies there 
between* 

According to the present invention the crystal structure of human 
cathepsin K has been determined in the absence of inhibitor and in complex with 
nine separate inhibitors at resolutions from 3.0 to 2.2 Angstroms. The structures 
30 were determined using the method of molecular replacement and refined to Rq 

values ranging from 0.1 90-0.267 with the exception of the enzyme in the absence of 
inhibitor which was not refined. 

Further refinement of the atomic coordinates will change the numbers in 
Table I. Refinement of the crystal structure from another crystal form will result in a 
35 new set of coordinates, determination of the crystal structure of another cysteine 
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protease will also result in different set of numbers for coordinates in Table I which 
has an experimental error of approximately 0.4 Angstrdms Also for example, (lie 
amino acid sequence of the cysteine proteases can be varied by mutation 
derivatization or by use of a different source of the protein. 
5 Human cathepsin K contains 215 amino acids and the model of the enzyme 

provided herein is represented by all 215 residues. 

The cathepsin K crystal structure reveals an active site that is herctofor 
unknown and comprises a distinct three dimensional arrangement of atoms. 

Table I discloses the protein coordinates of cathepsin K. These data are 

10 reported for the; crystal st^ herein. The data are reported in 

Angstroms with reference to an orthogonal coordinate system in standard format, 
illustrating the atom, i.e.. nitrogen, oxygen, carbon, sulfur (at a 6, y, 5, ore, 
positions in the amino acid residues); the amino acid residue in which the atom is 
located with amino acid number, and the coordinates X, Y and Z in Angstroms (A) 

15 from the crystal structure. Note that each atom in the active site and the entire 
stracture h^ The data also report the B or 

Temperature Factor values, which indicate the degree of thermal motion of the atom 
in root mean square displacement measurements (A 2 ). Figure 2 illustrates the 
cathepsin K structure of the invention, including the active site. 

20 The active site of cathepsin K bound to E-64 is shown in Figure 3. The 

conformation of E-64 bound to cathepsin K resembles that seen in the published 
structures of the papain-E-64 complex (Varughese, K.L, Biochemistry 2&, 1330- 
1332 (1989)) Mdac^^ 

(1992)). The covalent bond between the sulfur of cysteine 25 and the carbon C2 of 
25 the inhibitor is very clear in the electron density . Differences in the sidechain atoms 
lining the active site pockets on the enzyme of the various members of the papain 
family of cysteine proteases give rise to different interactions between the atoms of 
E-64 and the protein in these structures. In cathepsin K, the isobutyl atoms of the 
leucine lie well buried in the hydrophobic pocket formed by the side chain atoms of 
30 the cathepsin K residues leucine 160, alanine 134 and methionine 68 shielding these 
atoms of E-64 from solvent In papain the leucyl side chain atoms of E-64 do not 
penetrate as deeply into this hydrophobic pocket. Another pocket of cathepsin K is 
occupied by the guanidinium atoms of E-64. A hydrogen bond forms between N4 of 
E-64 and the backbone carbonyl oxygen of glutamate 59 and the OD2 oxygen of 
35 aspartate 61. The carboxylate oxygen of aspartate 61 also makes a hydrogen bond 
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with the N3 atom of of aspartate ^ 

this pocket in caAcpsin K. These interactions arc not possible in papain because the 
corresponding residue in papain is tyrosine 61 which blocks access. The carboxylate 
oxygens of E-64 make hydrogen bonding interactions with the ND1 atom of 
5 histidine 162 and die atom of These interactions are also seen in 

papain and actinidin. The atoms of do iw^ the complete region of the 

enzyme active site. As in papain, the backbone nitrogen atoms of residue glycine 66 
in cathepsin K makes a hydrogen bond with the carbonyl oxygen atom 04 of the 
£■64. AJsc>, the carbonyl oxygen of glyc 

10 bond with N2 of E-64. A portion of the regions of the active s^ 

conformation in cathepsin K, papain and actinindin. A comparison of the active site 
of cathepsin K and fcath^ more differences than observed in 

comparing papain or actinidin to cathepsin K. A portion of the active site of 
cathepsin B differs significantly from the corresponding portion of the active site in 

15 cathepsin KL The presence of the loop glutamate 107 - proline 1 16 in human 
cathepsin B is presumed re 

this enzyme and has no equivalent in cathepsin papain pr ac^ 
makes this region of the active site of cathepsin B much smaller than in the other 
members of this papain family of cysteine proteases including cathepsin : -KL Despite 
20 the differences between the active sites of human cathepsin B and cathepsin K, the 
active site cysteine residues raato 

stnicturally homologous alpha carbon atoms in cathepsin B and cathepsin K. 
Differences in the hydroptobic pocket ne^ leucine 160 in cadiepsin K are also 
evident in cathepsin B. The residues forming this pocket are repla^ 
25 in place of methionine 68 in c^ 243 in cithepsin B is 

structurally equivalent to leucine 1^ in cato 

whose sidechain atoms form hydrogen bonds to the E^64 inhibitor in cathepsin K, 
namely histidine 162 t glutouiiihe 1? and aspartate 61, have structurally homologous 
residues in cathepsin B, namely histidine 197, glutamine 23 and aspartate 67 
30 respectively. 

Specific interactions of certain inhibitors of the present invention at the 
active site of cathepsin K are detailed hereinbelow. 

3 (S)-3-{(N-benzylo^ 
2-hexanone makes hydrophobic contacts with the enzyme residues indole ring of 
35 tryptophan 184 and the sidechain atom GG of glutamine 19. Oxygen 026 forms a 
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bifurcated hyd^ 

of gluiaminc 19. The active site nucieophilic sulfur of residue cysteine 25 is 
covalently linked to carbon C25 of the inhibitor, which adopts a tetrahedral 
conformation. 

5 Bis-(Cbz-leucinyl)- 1 ,3-diamino-propan-2-one exhibits the same interaction 

as 3 (S^ 

hexanone; carbon C21 of this inhibitor is <x>vaJendy linked to SG of cysteine 25. 
the isopropyl atoms CC34 t C35,C36 and C37 of the inhibitor form hydrophobic 
interactions with the sidechain atoms of residues on the enzyme surface, which form 
10 a hydrophobic pocket This pocket is formed by atoms from methionine 68* 
leucine 209, alanine 163 and alanine 134 and portions of tyrosine 67. 

2,2-NJ^-bis-beiizyloxyaurbonyl^ interactions 
similar to bis-(Cbz-leucinyl)- 1 ,3-diamino-propan-2-one and, in addition, the atoms 
C23-29 of the inhibitor CBZ group make an edge-face stacking interaction with the 
15 phenol ring of tyrosine 67. Inhibitor atom €21 is covalently bound the enzyme. 

The sulfur atom of (1S)^^^ 
methylbutylJthiarol-4-ylatfbOT 

contacts the ND1 atom of histidine 163 and the indole ring of tryptophan 184. 
Carbon C22 is covalendy attached to SG of cysteine 25. 
20 TheCTZatoms^(^ 

benzyioxycarbonyl-Heucinyl)]carbohydrazide interact with the sidechain atoms of 
leucine 160. Cartwn^ 

Cathepsin K binds selectively one stereoisomer of 4-[N- 
[(pherylmeAo^ 

25 pyrrolidine. Carbon C22 is covalently attached to SG of cysteine 25. Atoms C14 
and CIS of the inhibitor 4^^^ 
Kphe^ 

with the sidechain atoms of glutamine 143 and asparagine 161 and the mainchain of 
alanine 137 and serine 138. 
30 4-[N4(4-pyridylmethoxy)ca^ 

[(phenylmethoxy)caibonyl^ in a similar manner 

to4-[N-[(phenylire^ 

leucyl]-3-pyrrolidinone. Again one stereoisomer is bound. Carbon C17 is 
covalently attached to SG of cysteine 25. the interaction of 4-[N- 
35 [(phenylmethoxy)carbonylH^ 
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thc^samc as for4-^ 

l(phenylmethoxy)c^ except carbon C22 is 

covalently attached fti)^^^i^siaa^^5. 

Atom 024 of l^N^^midazole acetyl-leucinyl)^amino-3-N-(4rphenoxy- 
5 phenyl-sulfonyl)-amino-propan-2-one forms a hydrogen bond interaction with the 
amide NH of glycine 66 ^ 

In summary, all inhibitors exhibit an aromatic interaction with atoms of the 
indole of Tryptophan 184: Isopropyl atoms CH 
benzyloxycarbohyl-L^ and (lS)-N-[2-[(l- 

10 benzyloxyca^nylanuM 
benzytoxycarbonyl-L-leucm^^ 

chainatoira of ro^ 22 and glycine 23 The NE2 atom of 

glutamine 19is^ 

benzyloxycaibonyl-L-leuc^ acetyl- 
15 Icucmyl)-amihb-3-^ 2-[N- 

(3-beiuyloxyben^ 

leucinyl)]c^^ 

Kpheiiylmethoxy)^^ 

diamino-piopan^ 
20 methyl-l<i-pn^ 

leucyl]-l-[N-[(ptenyh^^ 

N'2-[[(l-benzyldxycaibonyl)anim 

(benzy]oxycarbonyl)amino^'-methyipen 

Kphenylmedioxy)^^ 
25 pym>lidinone:023. The backbone amide nitrogen of glycine 66 donates a hydrogen 

bond to 2^2-N 

ixnidazole acetyl-leuOTyl)-anto 
2^:024, 2-IN0benzyloxyben^ 
leucinyl)]cart»hy 4^[Nr[(ph(mylmethoxy 
30 [(phenylmethoxy)caib^ bis-(Cbz-leucinyl)-l ,3- 

diamino-propan-2^ne:039;a 2Tt)-N-2-[[(l-ben^ 
methylbmyl]thiazql^ylcaifo^ 
methylpenanoylhydrazide:O40. 4-[N-[(phenylmethox^ 

(methyl^L4eucyl)]-3-pyiT0liciinp The hydrophobic pocket lined with atoms 

35 from residues methionine 68, leucine 209; alanine 163 and alanine 1 34 and portions 
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of tyrosine 67 interact wi^ 
prof^-2^ne:C34^^ 
€34-37,(1^ 
ylcarbonyl]^^ 
5 t^nzyibxybcnz6yl)]-2 , -[N- 
35, 4-[N-[(pbcnylmc 
Jeucyi]-3^ 

[(phcnyImcthoxy)cart»nyl]-L-lcucyI]0-pynt)lidinonc:C19-22, 1 -N^-iitudazole 

acctyl«leucinyI)-amino-3-N-(4-phcnoxy-phcnyl-sulfonyI)-amin(>propan-2K>ne:C26- 
10 29. All inhibitors ex^ 

methyl- l-(l-pr6poxy)-2-hexanoneand 

l-N[N-(methyl)-L-leucyl)]-3-pyrrolidinone have aromatic groups that interact with 

tyrosine 67 on the protein. All inhibitors are covalently linked to the cysteine 25 SG 

atom through an inhibitor carbon atom. 
15 The crystal structure of the protease of the present invention reveals the three 

dimensional structure of novel active site formed by the atoms of the amino acid 

residues listed in Table XXDC. 

This structure is clearly useful in the structure-based design of protease 

inhibitors, which may be used as therapeutic agents against diseases in which 
20 inhibition of bone resorption is indicated. The discovery of the novel cathepsin K 

catalytic site permits the design of potent, highly selective protease inhibitors. 

Another aspect of thi^ inyehUbn involves a for identifying inhibitors 

of cathepsin K characterized by the crystal structure and novel active site described 

herein, and the inhibitors themselves. The novel protease crystal structure of the 
25 invention permits the identification of inhibitors of protease activity. Such inhibitors 

may bind to all or a portion of the active site of cathepsin K; or even be competitive 

or non-competitive inhibitors Once identified and screened for biological activity, 

these inhibitors may be used therapeutically or prophylactically to block protease 

activity. 

30 One design approach is to probe the cathepsin K of the invention with 

molecules composed of a variety of different chemical entities to determine optimal 
sites for interaction between candidate cathepsin K inhibitors and the enzyme. For 
example, high resolution X-ray diffraction data collected from crystals saturated 
with solvent allows the determination of where eiach type of solvent molecule sticks. 
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SmaU molecules ^ 

synthesized and tested for their cathepsin K inhibitor activity. 

This invention also enables the development of 
isomerize to short-lived reaction intermediates in the chemical reaction of a substrate 
5 or other compound that binds to or with cathepsin K. Thus, the time-dependent 
analysis of structural changes in cathepsin K during its interaction with other 
molecules is permitted. The reaction intermediates of cathepsin K can also be 
deduced from the reaction product in co-complex with cathepsin K. Such 
information is useful to design improved analogues of known cysteine protease 
vi inhibitors or to d^ 

of the cathepsin K enzyme and cathepsin K inhibitor co-complex. This provides a 
novel route for designing cathepsin K inhibitors with both high specificity and 
stability. 

Another approach made possible by this invention, is to screen 
15 computationally small molecule data bases for chemical entities or compounds that 
can bind in whole, or in part, to ^ screening, the 

quality qf fit of ^ch entities or ^ 

by shape complementarity [R L. DesJarlais et ah, J. Med. Chem. 31:722-729 
(1988)] or by est^ energy [E. C Meng etal; £ Comp.Chem 

20 12:505-524(1992)]: 

Because cathepsin K may crystallize in more than one crystal form, the 
structure coordinates of cathepsin K, or portions thereof, as provided by this 
invention are particularly useful to solve ttos structure of those other crystal forms of 
cath^in It ^ K mutants, 

25 cathepsin K co-compiexeSi; or of the crystalline form of any other protein with 

significant amino acid sequence homology to any functional domain of cathepsin K. 

One method that may be employed for this purpose is molecular 
replacement In this method, the unknown crystal structure, whether it is another 
crystal form of cathepsin K, a cathepsin K mutant, or a cathepsin K co-conqjlex, or 

30 the crystal of some other protein with significant amino acid sequence homology to 
any functional domain of cathepsin K, may be determined using the cathepsin K 
stm<^coordii^of^ This method will 

provide an accurate structural form for the unknown crystal more quickly and 
efficiently than attempting to determine such information ab initio. 
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Thus, the cathepsin K structure provided herein permits the screening of 
known molecules and/or the designing of new molecules which bind to the protease 
structure, particularly at the active site, via the use of computerized evaluation 
systems. For example, computer modeling systems are available in which the 
5 sequence of the protease, and the protease structure (i.e., atomic coordinates of 
cathepsin K and/or the atomic coordinate of the active site cavity, bond angles, 
dihedral angles, distances between atom 

by Table I may be input. Thus, a machine readable medium may be encoded with 
data representing the this process. The computer then 

TO generates stroctur^ a test compound shouki bind* 

thereby enabling the determination of the complementary structural details of said 
test compound. 

More particularly, the design of compounds that bind to or inhibit cathepsin 
K according to this invention generally involves consideration of two factors. First* 

15 the compound must be enable of physically and structurally associating with 
cathepsin K. Non-covalent molecular interactions important in the association of 
cathepsin K with its substrate include hydrogen bonding, van der Waals and 
hydrophobic interactions. 

Second, the compound must be able to assume a conformation that allows it 

20 to associate wi th cathepsin IC Although certain portions of the compound will not 
dirccdy participate in this association with cathepsin K, those portions may still 
influence the overall conformation of the molecule. This, in turn, may have a 
significant impact on potency. Such conformational requirements include the 
overall three-dimensional structure and orientation of the chemical entity or 

25 compound in relation to all or a portion of the binding site, e.g., active site or 

accessory binding site of cathepsin K, or the spacing between functional groups of a 
compound comprising several chemical entities that directly interact with cathepsin 

• k. 

The potential inhibitory or binding effect of a chemical compound with 
30 cathepsin K may be estimated prior to its actual synthesis and testing by the use of 
computer modeling techniques. If the theoretical structure of the given compound 
suggests insufficient interaction and association between it and cathepsin K, 
synthesis and testing of the compound is obviated. However, if computer modeling 
indicates a strong interaction, the molecule may then be synthesized and tested for 
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its ability to bind to cathepsin K in a suitable assay: In this manner, synthesis of 
inoperative compounds may be avoided. 

An inhibitory or other binding compound of (Pepsin K may be 
computationally evaluated and designed by nieans of a series of steps in which 
5 chemical entities or fragments are screened and selected for their abUity to associ^ 
with the individual binding 

One skilled in the an may use one of ^ screen chemical 

entities or fragments for the to associate with cathepsin K and more 

particularly with the individual binitog 
10 acc^ory binding site^ 
the active ste^^ 

I. Selected fragments or chenucal entities may then be position 
Docking may be accomplished using software such as Quanto 
by energy minimization and molecular dynamics with standaid molecular mechanics 
15 forcefields, such as CHARMM and AMBER. 

Specialized computer programs may also assist in the process of selecting 
fragments or chemical entities. These include: 

• GRID [P. J. Gkx>dford, W A Computational Pro^ 
Energetically Favorable Binding Sites on Biologically Imponant Macromolecules'\ 

20 J. Mcdt Chcm 1t 2S:849-857 (1985)]. GRID is available from Oxford Univeraty, 
Oxford, UK. 

• MCSS [A. Miranker and Nt Kaiplus, "Functionality Maps of Binding 
Sites: A Multiple Copy Simultaneous Se^ 

Md ggncttCS, 11:29^34 (1991)], MCSS is available from Molecular Simulatibhs t 
25 Burlington, MA. 

• AUTODOCK [D. S. Goodsell and A. J. Olsen, "Automated Docking 
of Substrates to Proteins by Simulated Annealing", Proteins: Smicture: Ftincri^ . 
Md ggn«i^. & 195-202 (1990)]. AUTODOCK is available from Scripps Research 
Institute, La Jolla.CA. 

30 • DOCK [I. D. Kuntz et al, W A Geometric Approach to Macromolecule- 

Ugand Interactions' 1 , J, Mol. Biol,. IM:269-288 (1982)], DOCK is avaUable from 
University of California, San Francisco, CA. 

Additional commercially available computer databases for small molecular 
compounds includes Cambridge Structural Database and Fine Chemical Database; 

35 for a review see Rusinko, A., Chem. Des. Auto. News 8, 44-47 (1993). 
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Once suitable chemical entities or fragments have been selected, they can be 
assembled into a single compound or inhibitor. Assembly may be proceeded by 
visual inspection of the relationship of the fragments to each other on the three? 
dimensional image displayed on a computer screen in relation to the structure 
5 coordinates of c^epsin K. T^ 

using software such as Quanta or Sybyl. 

Useful programs to aid one of skill in the art in connecting the individual 
chemical entities or fragments include: 

• CAVEAT [P. A. Baitlett et al, "CAVEAT: A Program to Facilitate 
10 the Stracture-Denye^ 

Recognition in Chemical and Biological Pmhleni^, Special Pub., Royal Chem- Soc. 
78, pp. 182-196 (1989)]. CAVEAT is available from the University of California; 
Berkeley, CA- 

• 3D Database systemls^ 
15 Systems, San Lcandro, CA). This area is reviewed ih V ^ "3D Datable 

Searching in Drug Etesign" J. Med Chem ^r^U5,7i^ ( 1^7) 

• HOOK (available fro 
Instead of proceeding to buUd a cathepsin K inhibitor in a step-wise fashion 

one fragment or chemical entity at a time as described above, inhibitory or other type 
20 of binding compounds may be designed as a whole or tde nw 

empty active site or ppuorudly including some pordbri( df a known inhibitors). 
These methods include: 

• LUDI [H>Jv Itohm, 'The Computer PtOjgi^ LUDI: A New Method 
for the Dc Novo Design of EnzVme l^ 

25 78 (1 992)]. LUDI is available from Bic«ym Technologies, Saii Diego, CA. 

LEGEND [Y. Nishibate and A. ItaL Tetraheditinl 47:8985 HQ9 n] 
LEGEND is available from Molecular Simulations, Burlington, MA. 

• LeapFrog (available fromTd^ 
Other molecular modeling techniques may also be employed in accordance 

30 with this in vention. See, e.g., N. C. Cohen et al, "Molecd 

Methods for Medicinal Chemistiy", J. Med. Chem v 3^ M^-«Q4 (1990) See also, 
M. A, Navia and M. A. Murcko, 'The Use of Snructural Information in D^ 
Design", Current Opinions in Stni C t»ni| pj^^gy .frttjittifiiniy For example, 
where the structures of test compounds are known, a model of the test compound 

35 may be superimposed over the model of the structure of tte invention. Numerous 
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methods and techniques are known in the art for performing this step, any of which 
ma£fe VdLi lO- pp 119- 

143 (Academic Press, New Yorie, 1980); U S: Patent No 5,33 1,573; U.S. Patent No 
5,500;807;C Verlinde, SffiEQm 
5 252*1078-1082 (1992): The model building techniques and computer evaluation 
systems described herein are not a limitation on the present invention. 
Tims, using 

compounds may be quickly and easily examined and expensive and lengthy 
biochemical testing avoided. Moreover, the need for actual synthesis of many 

10 compounds is effectively^ 

Once identified by the modeling techniques, the protease inhibitor may be 
tested for bioacuvity usi^ structure of the 

invention may be used in binding assays using conventional formats to screen 
inhibitors. Suitable assays for use herein include, but are not limited to, the enzyme- 

15 linked immunosorbent a See, for 

example, the cathepsin K activity assay of Example 2 below. Other assay formats 
may be used; these assay formats are not a limitation on the present invention. 

In another a^c^ the protease stru^ 
and identification of synthetic compounds and/or other molecules which have a 

20 shape complimentary to the conformation of the protease active site of the invention. 
Using known computer systen^; the coordinsies of the protease structure of the 
invention may be provided in machine rciula^le form, the test compounds designed 
and/or screened and their conformations superimposed on the structure of the 
protease of the invention. Subsequently/suitable candidates identified as above may 

25 be screened for the desired protease inhibitory bioactivity, stability, and the like. 

Once identified and screened for biological activity, these inhibitors may be 
used therapeutically or prophylactically to block cathepsin activity. 

The following examples illustrate various aspects of this invention. These 
examples do not limit the scope of this invention which is defined by the appended 

30 claims. 

EXAMPLE 1 : Analysis of the Structure o f Gathepsin K 

A. Expression, Purification and Crystallization 

Cathepsin K (see Fig. 1) was expressed and purified as described in 
35 Bossard, M. J., et ah. 7. Biol Chem. 271, 125 17- 12524 (1996). 
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Crystals of cathcpsin K were grown by vapor diffusion in hanging drops 
from a solution of 30% PEG 8000, 0, 1 M Na^/tC^ phosphate at pH 4. 5 containing 
0.2M L12SO4. Crystals of the complex arc tetragonal, space group P432[2, with 
cell constants of a=57.7 Angstroms and c=131.1 Angstroms. The crystals contain 
5 one molecule in the asymmetric unit and contain 36 % solvent with a V m value of 
2.3 AVDalton. The structure was determined by molecular replacement using 
X-PLQR [Bra^ 23£ 45^^ The starting model 

consisted of the protein atoms from the cathepsin K E-64 complex structure 
described herein. 
10 R Model Building and Refinement 

Using the three-dimensional electron density map obtained from 
above, the polypeptide chain of the cathepsin K can be traced without ambiguity. 
All 215 residues with side chains were built using the 3-D computer graphics 
program^^ 

15 these 215 amino acids residues was manually positioned in its electron density, 

allowing for a unique position for each atom in cathepsin K in which each position is 
defined by a unique set of atomic coordinates (X,Y,Z) as shown in Table L Starting 
with these atomic coordinates, a diffraction pattern was calculated and compared to 
the experimental data. The difference between the calculated and experimentally 

20 determined diffraction patterns was monitored by the value of R^. The refinement 
(using X-PLOR) of the structural model necessitates adjustments of atomic positions 
to minimize the R-f actor, where a value of below 20% is typical for a good quality 
protein structure and a value of higher than 25% usually indicates the need of further 
refinement. 

25 

EXAMPLE 2; Assays 

Determination of cathepsin K proteolytic catalytic activity 

All assays for cathepsin K were carried out with human recombinant 
enzyme; Standard assay conditions for the determination of kinetic constants used a 
30 fluorogenic peptide substrate, typically Cbz-Phe- Arg-AMC, and were determined in 
100 raM Na acetate at pH 5.5 containing 20 mM cysteine and 5 mM EDTA. Stock 
substrate solutions were prepared at concentrations of 10 or 20 mM in DMSO with 
20 uM final substrate concentration in the assays. All assays contained 10% DMSO. 
Independent experiments found that this level of DMSO had no effect on enzyme 
35 activity or kinetic constants. All assays were conducted at ambient temperature. 
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Product fluorescence 360 nM; emission at 460 aM) was monitored 

with a Perceptive Biosystemi C^ Product progress 

curves were generated over 20 to 30 minutes following formation of AMG product 

5 Inhibition studies 

Potehtiai inWbito^ method. Assays 

werecamrfout^ 

Reasons were initiated by addition of enzyme to buffered solutions of inhibitor and 
•;::•:^l : 7^^? s MbsC^iate.: Data analysis was conducted according to one of two procedures 
10 copending on the a^araxu^ of the progress curves in the present 

For those compounds whose progress curves were linear; apparent inhibition 
constants (Ki t app) were calculated according to equation 1 (Brandt era/., 
Biochemistry, 1989, 2S V 140): 

Jr .: . v = V^/TO7 app) +A) 

■ M 

where v is the velocity of the reaction with maximal velocity V m , A is the 
concentration of subistrate with Michaelis constant of X^, and / is the concentration 
20 of inhibitor. 

For those compounds whose progress curves showed downward curvature 
characteristic of time-dependent inhibition, the data from individual sets was 
analyzed l ib give Jfc^ according to equation 2: 

W;" [AMG] = v„ / + (v 0 - v ss ) [l - expi(4^tff*^ 

(2) 

where {AMGj is the concentration of product formed over time r, v# is the initial 
reaction velocity and v J5 is the final steady state rate. Values for kobs were then 
30 analyzed as a linear function of inhibitor concentration to generate an apparent 
second order rate constant (kobs / inhibitor concentration or kobs /[fl) describing 
the time-dependent inhibition. A complete discussion of this kinetic treatment has 
been fully described (Morrison er al. t Adv. EnzymoL Relat. Areas Mol. BioL, 1988, 
,. 6L 201). 
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This assay measures the affinity of inhibitors to cathepsin K. One skilled in 
the art would consider any compound exhibiting a value of less than 50 
micromolar to be a potential lead compound for further research. Preferably, the 
compounds used in the method of the present invention have a Kj value of less than 
5 1 micromolar. Most preferably, said compounds have a Kj value of less than 100 
nanomolar. 

Human Osteoclast Resorption Assay 

_ Aliquots of osteodastoma-derived cell suspensions were removed from 
liquid nitrogen storage^ warmed nip^^ 

10 j £ip&& : *!^i^ medium was aspired and 

replaced wiA 

and incubated for 30 nun on ice The cell suspension was mixed frequently. 

the cells were washed x2 with cold RPMI- 1640 by centrifugation (1000 
ipm, 5 min at 4°G) and then transferred to a sterile 15 mL centrifuge tube. The 
15 number of mononuclear cells were enumerated in an improved Neubauer counting 
chamber. 

Sufficient magnetic beads (5 / mononuclear cell), coated with goat anti-mouse IgG, 
were removed from their stock bottle and placed into 5 mL of fresh medium (this 
washes away the toxic azide preservative). The medium was removed by 
20 immobilizing the beads on a magnet and is replaced with fresh medium. 

The beads were mixed with the cells and the suspension was incubated for 30 
min on ice. The suspension was mixed frequently. The bead-coated cells were 
immobilized on a magnet and the remaining cells (osteoclast^rich fraction) were 
decanted into a sterile 50 mL centrifuge tube. Fresh medium was added to the bead- 
25 coated cells to dislodge any trapped ostearlasts. TO process was repeated 
xip. The bead-coated cells were discarded. 

The osteoclasts were enumerated in a counting chamber, using a large-bore 
disposable plastic Pasteur pipette to charge the chamber with the sample. The cells 
were pelleted by centrifugation and the density of osteoclasts adjusted to 
30 I SxlO^/mL in EMEM medium, supplemented with 10% fetal calf serum arid 
1.7g/liter of sodium bicarbonate. 3 mL aliquots of the cell suspension ( per 
treatment) were decanted into 15 mL centrifuge tubes. These cells were pelleted by 
centrifugation. To each tube 3 mL of the appropriate treatment was added (diluted 
to 50 uM in the EMEM medium). Also included were appropriate vehicle controls, a 
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ppsiuvc control (87MEM1 diluted to 100 ug/mL) and M isbtype control (IgG2a 
diluted to 1W ug/mL); The tubes were incubate ar37°C 

0.5 mL aliquots of the cells were seeded onto sterile dentine slices in a 48- 
well plate and incubated at 37 b C for 2 h. Each treatment was screened in 
5 quadruplicate. Hie slices were washed in six changes of warm PBS (10 mL / well in 
a 6- well plate) and then placed into fresh treatment or control and incubated at 37°C 
for 48 h. The slices were then washed in phosphate buffered saline ^ 
glutaralddiyde (in 0.2M sodium cacodylate) for 5 nun which they were 

washed in water and incubat^ in buffer ^ 
ii) washed in cold water and incubated in cold acetate buffer / fast red garnet for 5 min 
at4°C. Excess buffer was aspirated^ 
in water 

The TRAP positive osteoclasts were enumerated by bright-field microscopy 
and were then removed from the surface of the dentine by sonicatiori. Pit volumes 
15 were detennined using the Nikon/^ 

EXAMPLE 3: Method of De tecting Inhthiton: 

The three dimensional atomic structure can be readily used as a template for 
selecting potent inhibitors. Various computer programs and databases are available 
20 for the purpose. A good inhibitor should at least have excellent steric and 

electrostatic complementarity to the target, a fair amount of hydrophobic surface 
buried and sufficient conformational rigidity to minimize entropy loss upon binding. 
The approach usually comprises several steps: 

1) Define a region to target, the active site cavity of cathepsin K can be 
25 selected, but any place that is essential to the protease activity could become a 

potential target. Since the crystal structure has been determined, the spatial arid 
chemical properties of the target region is known. 

2) Docking a small molecule onto the target Many methods can be 
used to archive this. Computer databases of three-dimensional structures are 

30 available for screening millions of small molecular compounds. A negative image 
of these compounds can be calculated and used to match the shape of the target 
cavity. The profiles of hydrogen bond donor-acceptor and lipophilic points of these 
compounds can also be used to complement those of the target Anyone skilled in 
the art would be able to identify many small molecules or fragments as hits. 
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3) Linking and extending recognition fragments. ,-. Using the tuts 
identified by above procedure, one can incorporate different functional groups or 
small molecules into a single, larger molecule. The resulting molecule is likely to be 
more potent and have Mgher specificity. It is also possible to try to improve the 
5 "seed" inhibitor by adding more atoms or fragments that will interact with the target 
protein. The originally defined target region can be readily expanded to allow 
further necessary extension. 

A limited number of promising compounds can be selected through the 
process. They can then be synthesized and assayed for their inhibitory properties 
10 The success rate can sometimes be as h^ 
the rapid progresses in computing methods. 

EXAMPLE 4; Crystallization of Enzvme w ith Inhibitor* 
15 A. Preparation of Inhibitors 

Compound 1. Preparation of 4-fN^Dhenvlmet^ 
Kphenvlmethoxvlcarbon^^^^ 

20 a) 3-hydroxy^[N-[(phenylmethoxy^ 
pyrrolidinecarboxylic acid l.ldimethylethyl ester 
To a solution of 3^ydroxy^amino-l-p^ 
dimethylethyl ester 

25 mmol). The reaction was allowed to stir until complete by TLC analysis whereupon 
it was diluted with EtOAc and washed sequentially with pH 4 buffer, sat. K 2 C03 t 
water and brine. The organic layer was dried (MgS04), filtered and concentrated. 
Column chromatography of the residue (3:1 EtOAcihexanes) gave 325 mg of the 
tide compound: MS (ES+) 450.3 (MH+), 472.2 (M+Na). 

30 

b) 3-hydroxy^[N-[(phenylmethoxy)ca^ 
hydrochloride 

To a solution of the carbamate (3 10 mg, 0.69 mmol) in dry EtOAc (5:0 mL) 
was bubbled HC1 gas for approximately 5 minutes. The reaction was stirred until 
35 TLC analysis indicated the complete consumption of the starting material. The 



56 



WO 97/16177 



PCI7US96/17512 



reaction was tl^ 
(ES+) 350.3 (MH+) 

c) 4^[N-((phenylmethoxy)cait>o^ 
5 [(phenylmethoxyfcarto^ 

To a solution of the amine hydrochloride from the previous step (249 mg, 

HOBT (86.5 mg t 0.64 mm^ 

The reaction was allowed to stir at room temperature for 2 hours whereupon it was 
10 diluted with ethyl acetate and worked up as (te^ril^ previously . Column 
chroinatojpaphy of the residue (3: lEtOAc:hexanes) g of the title 

don^uhd: MS (ES+) 597. 1 (MH+), 6 1 9; t(M+I4a); 

d) 4-[hf-[(phenyImethoxy)cartx>nyll 

1 5 ((phenylmethoxy)carbonyl]-L-leuc7l)-3-pynx>lidinone 

To a OPG solution of the alcohol (100 mg, 0.17 mmdl) in acetone (5.0 mL) 
was added Jone s reagent dropwise until the brown color persisted. The reaction was 
allowed to warm to room temperature and stirred approximately 48 hours whereupon 
it was quenched with isopropanol, diluted with EtO Ac and washed sequentially with 

20 sat K2C03, water and brine. The organic layer was dried (MgS04), filtered and 
concentrated. Column chromatography of the residue (3: 1 EtOAc:hexanes) gave 31 
mg of the title compound: MS (ES+) 595.1 (MH-f). 617.0 (M+Na). 

Compound 2. Preparation of 4-rN-r(nhenvlmethoxv^aitenvn>L-leucvl%l-NfN^ 

25 (methyl VL-icMgVl)1-3^pYnvli<?inong 

# 4^ 

(methyi)-L-leucyl]-3-pyrroiidinol 
To a solution of 3-hydto^^ 

30 pyrrolidine (350 mg) was added N-BOC-N-methyl-leucine (222 mg, 0.0.91 mmol), 
HOBT(122.5 mg, 0.91 mmol), EDC (208.6 mg, 1.08 mmol) and N-methyl 
morpholine (0.3 mL, 2.72 mmol). The reaction was stirred at room temperature 
until complete by TLC analysis. Workup and column chromatography (1: 1 
HexdEtOAc ) gave 480 mg of the tide compound which was used in the following 

35 reaction: MS (ES+) 477.4, 577.4 (MH+). 599.4 (M+Na). 
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(miethyl) L-leucylJ-3-pyiro 

Toa>780Csolutipnbfo^ 
5 added DMS O (0. 1 7 mL, 2,46 nunol) dropwise; The reaction was allowed to stir at - 
78<^ for 20 i^m in 

GH2Q2 Ti* reaction was stiiied at -78^ for 30 minutes 

whereupon triethylamine (0.57 mL) was added in a single portion and allowed to 
wann to room tenq)erat^ (2:1 hexanesrethyl 

10 acetate) gave 247 mg of the title compound: MS (ES+) 475^ 575 (M+H), 597 
(M+Na). 

c) 4-[Nr[(phenylmethoxy)carbony^ 
pyrrolidinone hydrochloride 
15 to a i^m temperature carbamate. The 

reaction was stirred until complete by TLC analysis. Gbncencraiion gave tfie title 
compound: MS (ES+) 475 (M+H, 100%). 

Compwnd 3, Pftpa^ 
20 Kphehvlmethoxvlcarfaorivl^^^ 

a) 34iydn»y^[N-[(4-pyridylrae 
pynolidinecarboxylic acid 1, Idimethylethyl ester 

3-hydroxy^aminctl-pyrroUdinecarb ivlKlimethylethyl ester 

25 was coupled with iso-nicotinoyloxycarbonyl leucine in a similar manner as that 
described above to give 8^ grams of the dUe compound: MS (ES+) 451 (MH+, 
100%). . \- : ■ 

b) 3-hydroxy^[N-[(4^pyridylmethoxy)caibony 
30 hydrochloride 

The carbamate from the previous step was deprotected with EtOAc/HCl to give 8.4 
grams of the title compound after concentration: MS (ES*)35 1 (MH+, 100%). 

c) 4-[N-[(4-pyridyimeth6xy^ 

35 [(phenylmethoxy)carbonyl]-Heucyl].3-pyrrolidinol 
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To a solution of CBZ leucinal (155 mg) in CH2CJ2 was added triemylamine 
(0.09 mL) and the amine hydrochloride (200 mg, 0.52 mmol) fiom the previous step. 
; The reaction was stined at room temperature for 2 hours whereupon the majority of 
the solvent was removed in vacuo. The mixture was redissolved in CH2CI2 and 
5 sodium triacetoxyborohydride was added. The reaction was stirred at room 
temperature for 4 hours. Workup and column chromatography (5% 
methanoVchlorofonn) gave 200.5 mg of the title compound: MS(ES+) 583 (MH+, 
100%). 

10 d) 4-{N-[(4-pyridylraemoxy)carb^^ 

l(phenylmemoxy)carbonylJ.L-leucyl]-3-pyrro 
■i^^^OASO (2 mL) solution of the alcohol (50 mg, 0.09 mmol) from the previous 
step was added uiemylarjune (0.07 rnL;0.52 mmol) and pyriduie/sulfur trioxide 
complex (41 mg, 0.26 mmol). The reaction was maintained at room temperature 
15 until complete by TLC analysis. Workup and chromatdgraphy (5% 

metlmoychloroform) gave 37 mg of the title compound: MS (ES+) 582 (MH+, 
' 100%). 

Compound 4, Prrpaiation Of (3SV3-rfN.h < »nrvloTvr a rhnnvlVL-l e il C invll a min».1. 
20 < 1 -nronoxv\.S-mi.thvl,2^hexanni M » 

(3S)^3-[(N-benzyloxycarbonyl>-L-leucinylJaminor 1 -diazo-5-methyj-2- 
hexanone (150 mg, 0.37 mmol) was dissolved in 1-propanol (2.5 ml), then rhodium 
acetate (2 mg) was added add roe reaction was stirred at RT for 2h. The reaction 
25 mixture was chromatography (silica gel, 20% EtOAc/texanes) to yield the tide 
compound as a white solid (59 mg, 37%). MS(ES) M+H* = 435, M+ NH4 = 452, 
2M+H*= 869.6. ' 

■Con«WUnd5. Preparation of hk^rh7.li..,cinv)l1 3-rti a mino-nrop a n-?-nnP 
JO Cbz-leucine (500 mg. 1.88 mmol). EDCI (558 mg, 1.88 mmol) was 

dissolved in DMF (4.0 mi) with l,3-diamino-propan-2-ol (85 mg. 0.94 mmol) and 
Hunig's base (0.3 ml, 1.88 mmol) and was stirred at RT overnight. The reaction was 
diluted with EtOAc (20 ml) and was extracted with water (2 x 20 ml). The 
combined organics were dried with magnesium sulfate, filtered, concentrated in 
6 vacuo. The intermediate was then dissolved in acetone (4.0 ml) and Jones reagent 
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(2.0 ml, 1J M) was added dropwise and at RT overnight 

^^^^^Ji^^tt^^ was then quenched with 
reaction was diluted with EtOAc (20 ml) and was^ 

iembyet^ dried with magnesium 

5 sulfate, filtered, concentrated, and chromatographed (silica gel, 2-5% MeOH/ 
methylene chloride) to give the title compound as a white solid (410 mg, 75%). 

C&mrtnm^ 
10 bCT 

a) methyl 3-benzyloxybenzoate 
To a suspension o^ 

(20 mL) was added methyl 3-hydroxybenzoate (1 .0 g, 6.58 mmol). After stirring for 
15 15 min at room temperature, benzyl bromide (LI g, 6.58 mmol) was added. After 
stilting at room temperature for 3h, the solution was partitioned between ethyl 
acetate and water. The organic layer was washed with water (2 X 75 mL), saturated 
aqueous ^ 

c^ soUd (L013 g, 4.2 mmol). *H NMR (400 MHz, 

20 CDC1 3 ) d 7.67 (m, 2H), 7.48-7.34 (in. 6H), 7.19 (m, 1H), 5.12 (s,2H), 3 95 (s, 3H). 

b) 3rbehzyloxybenzoic acid 
To a solution of the compos L65 mmol) in THF 

(2 n^ 

25 1^ After stirring at reflux for 5 tv the solution was partitioned between ethyl 
a«^ 

filtered and concentrated to yield a white solid (0.355 g, 1.56 mmol) 1 H NMR (400 
MHz, CD3OD) d 7.58 (m, 2H), 7.36-7.24 (m. 6H), 710 (m, 1H), 5.04 (s,2H). 

30 ^ 2 

leucinyI)]carbohydrazide 

Following the procedure of Exai^ A, below, except substituting 3- 
benzyloxybenzoic acid for N-acetyl-L-leucine and 2-[N-(N-benzyloxycarbonyl-L- 
leucinyl)]^ 
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the tiUc compound was prepared as a white solid (0.062 g, 25%). MS(ESI): 548.1 
(M+H)+ 

Example A ; 

alanvnicarbohvdrazide 

To a stirring solution of 2-[N-(N-ben2yloxycarbonyI-L- 
al^yl)Jc^hydrazide (0:150g v 0.508mmol) in DMF (2mL) was added N aeetyl L 
leucine (O.W^ (0.014g, 0lb2mmol), and 1 

10 (3niunethylarnino^ hydrochloride (0 102g, 0.534mmdl). 

Ater stirring at rw solution was diluted with ethyl 

acetate, washed successively with water, saturated aqueous sodium bidtrt^ate^ and 
brine. The or^ic layer was d^ 

was purified by column chromatography (silica gel, methanol/dicMorometh^e) to 
15 yield the tide compound as a white solid (0.028 g, 12%). MS(ESI): 451:1 (M+H)+. 

Compound 7. Preparation of 
nttthylbwwllth^ 

20 a) N-re/t-butoxycarbonyHLHeucinamide 

To a solution of N-tert-butoxycarbonyl-(LHeucine (7.0g, 28.1mmol ) in dry 
THF(lOOmL) at *40°C was added isobutylchloroformate (3.8g, 28. 1 mmol) andN- 
methylmorphiline (6.0, 59mmol). After 15 minutes of stimng, ammonia was 
bubbled through the mixture for an additional 15 minutes, then wanned to room 

j?5 tqnperature ^ Mixture filtered and filtrate 

concentrated in vacuo to yield title compound as a white solid (6.5, 28.0mmol). 
'HNMR (400MHz, C1X!lj) d 6.38 (brs, 1H), 5.79 (br s, 1H), 5 04 (br d, 1H), 4 13 
(m, 1H), 1.71.1.49 (m, 3H), 1.39 (s, 9H), 0.92 (dd, 6H). 

30 b) N-rm-butoxycarbonyl.(L)-leucinethioamide 

To a stirring solution of the compound of Example 7(a) (6.5, 28.0 mmol) in 
dry THF was added Lawesson's reagent (6.8g, 16.9 mmol) and the mixture was 
stirred at room temperature under argon overnight. The solvent was evaporated and 
the residue chromatographed (silica gel, 12% ethyl acetate/hexane) to give the title 

35 compound as a white solid (5.4g, 77%). , HNMR (400MHz, CDC1 3 ) d 8.54 (br s. 
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1H), 7.97 (br s, 1H), 5.28 (brd, 1H), 452 (m, lflfc i:72- 1,58 -iW^; : ^f^^' 
092(m,6H), 

c) (ISH'Kt^-butoxycarbonylj^^ 
5 mcthylbutane 

The compound of Example 7(b) ^ 
(lOfonL) under argon at -10?C Eth^ 

and stirred for 1 h at - 10°C The solution was poured into a weU stirred mixture of 
chlorofonn and water and then into saturated sodium bicarbonate solution. The 
10 organic phase was separated and the aquccw^ 

combined organic extracts were dried over MgSO^^ 

oil: The oily residue was treated v^th TFAA (5 0g t 23.9mmol) and pyridine (3:8g t 

478mmol) in dichloromethane for lb at -20°G. Excess solvent 

vacuo and the residue was dissolved in dichloromethane. The solution was washed 

15 with saturated aqueous sodium bicarbonate and 1 .ON KHSO< until pH 7. The 

solution was dried over magnesium sulfate, filtered and concentrate to oil which 
was chromatographed (silica gel, 7.5% ethyl acetate/hexane) to give die title 
compound as a tan solid (4.5g, 61%). -HNMR (400MHz, GDGl,) d "7:98 (s, 1H), 
504 (brd, 1H), 4.95 (m, IH), 431 (q, 2H), 1.88 (m, IH), 1.63 (m, 2H), 1:40 (s, 

20 9H),1.32 (t, 3H), 0.85 (dd, 6H). 

d) (ISy 1 -(Bcnzyloxycarbonyl)amino- 1 -(4-carboethoxythia^ 

The compound of Example 7(c) (0.250g, 0.731mmol) was di^dlved in W 
(2mL) and stirred at room temperature for 15 minutes when diluted with methanol 
25 and concentrated in vacuo. The residue was dissolved in methylene chloride and 
treated with triethylamine (0.739g, 7.3 lmmol) followed by benzyl cUb^fonhate 
(1.2g, 7.3 lmmol). The solution stirred at room temperature for 2h when partition 
between ethyl acetate/water The organic layer was washed with brine, collected, 
dried (MgS0 4 ) and concentrated to a residue that was chromatographed (silica gel, 
30 15% ethyl acetate/hexane) to give the tide compound as an oil (0.198g, 72%). 
'HNMR (400MHz, CDCy d 8.01 (s, IB), 7.32 (m, 5H), 5.5 1 (br £ 1H)- £14 (m, 
1H), 5.10 (s, 2H), 4.37 (q, 2H), 1.93 (m, 1H), L81-1-67 (m, 2H), Ii39 (t- 3H);0;95 
(m, 6H). 
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e)(lS)-N-[^ 
(N^nzyloxycarbonyl^ 

Following the procedure of Example B(a)-(d) t below, except substituting 
5 (lS>l-(Benzyloxycarbonyl)amin^^ 
for(lS)-l-benzyloxycato^ 
in step (c), the ude compound w^ 

ExaiiiplgB 

2-vlc«tonvl-N t -2 < -(ben^ 

a) N-benzyioxycarbonyl-L-leucinyl bromomethyl ketone 

l-methyl-3-nitro-l-nitiosoguanidine (6.65 g, 45.2 mmol) in ether (225 mL) 
15 is cooled to 0°C. 40% sodium hydroxide is added slowly and the diazomethane is 
allowed *fc£tia^ 
tten decanted and left at 0 6 C 

N-Cbz-L-leucine (2.10 g, 7.6 mmol) was dissolved in THF (10 mL), cooled 

to^ 

20 followed by dropwise addition of isobutyi chloio 

mL). After 15 min, the solution was filtered into the previously prepared 0 °C 
solution of ethereal diazomethane. The resulting solution was allowed to stand at 0 
°C for 23 h. HBr (30% in acetic acid) (45^ mmol, 9 mL) was added and the 
resulting soluti^ with 0. IN 

25 HQ, saturated aqueous NaHC03 and saturated brine, then dried (MgS04), filtered 
and cpncentratwl to give thb title compound as a colorless oil (2.43 g, 94%). 

b) (lS)H-benzyloxyc^ 

A solution of the compound of Ex^ple B(a) ( 1 .5 4 58 mmol) and ethyl 
30 thiooxamate (0.61 g, 4.58 mmol) m ethanol (10 mL) w^ 

The solution was then cooled , concentrated and the ^ flash 
chromatography o^^ 

to give the title compound as a yellow oil (1.0 g, 58%). 1H NMR (400 MHz, 
0003) d 7.41; (s, 1H), 7.34.7,31 (m,5H), 5.40 (d, 1H), 510 (d, 1H), 5.05 (d, 1H), 
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4.98 (q, lH), 4.48 (q, 2H). 1.80-1.76 (m, 2H), 1.57-1.53 (m, 1H); 1.44 (t, 3H), 0.95 
(d, 3H),0.93 (d,3H). 

c) (IS)- 1 -benzyloxycarbonylamino- 1 -(2-hydrazinocarbonylthiazol-4-yl)-3- 
- ,5- methylbutane 

A solution of the compound of Example B(b) (0.30 g, 0.8 mmol) and 
hydrazine hydrate (0.40 g, 8.0 mmol, 0.39 mL) in ethanol (8 mL) was allowed to stir 
at room temperature for 2 h. The solution was then concentrated to yield the title 
compound as a white foam (0.28 g, 98%). 1H NMR (400 MHz, GDQ3) d 8.29 (s, 
10 1H), 7.37-7.35 (m, 5H), 5.18 (d, 1H), 5,09 (dd, 2H), 4.95 (q, 1H), 4.07 (d, 2H). 1.71 
(t, 2H), 1.55 (m, 1H), 0.96 (d, 3H), 0.94 (d, 3H). 

ylcart>onyl^N^ 

15 A solution bf the compound of 

L-leucine (80.5 mg, 0.30 mmol), l-(3-dimethylaminopropyl>3^thylcari)odiimide 
hydrochloride (58.2 mg, 0.30 mmol) and 1 -hydroxy benzotnazole (7.5 mg, 0.06 
mmol) in DMF(0.6 mmol) was allowed to stir at room temperature for 18 h. The 
solution was diluted with ethyl acetate and washed successively with water, 0.1 N 

20 HGl saturated aqueous NaHC03 and saturated brine/ then dried (MgS04)^ ffl 
Mdep^ 

mesh silica gel, eluting with 1 : 1 ethyl acetate/hexanes, to provide the tide compound 
as a white soHd (ll L4mg,66%). mp n0-112°C. ; 
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Conrooiihd 8; Preparation of 2i'-N N'-bis. benzvloxvcaTiKinvUf 

To a stirring solution of N Corp.) (2.94 

5 g, 11.1 mmol) in 22 mL of DMF was added carbohydrazide (0.5 g, 5 6 mmol), H3- 
dimetliyla^ g> n.i mmol) and 

l-hydroxybcnzotnazole (0.3 g. Z2mmol). After stirring at room temperature for 22 
hvthesd^ 

ya^um filtration and washed with water (4 X 150 mL) and dichloromethane (4 X 
10 150 niL), then dried under vacuum to provide the tide compound as a white solid 
(1.49 g,46%). MS(ESI) 607.1 (M+Na)*, 

Cp&lPOUnd 9; Preparation Of hUd N-imidazole acetvl-lftiiH n vlVafnino-^N^ 
phehoxv-pheri 

is 

a) l-NK N-imidazole acetyl-leucinyl)-ammo-3rN-(4-phcnoxy phenyl sulfonyl)- 
amino-propan-2-one 

FoUowng the procedure of Example C(a)-(d), below, substituting "imidazole 
acetic acid w for "4^pyridyl acetic acid", the title compound was prepared: MS(ES) M 
20 +IT=542v 

Baltic 

25 

a) l-NKN-Cbz-fcuti^^ 
propan-2-ol 

l t 3-Di^no propan-2-ol (6.75 g, 75 mmol) was dissolved in DMF (100ml) 
MdCbz^^^^ 75.5 mmol), HOBT-hydrate ( 1 lg, 81.5 mmol), and EDCI 

30 (15.5g, 81.2 mmol) were added. The reaction was stilted overnight at RT A 

poitioh of the reaction mixture (30 ml) was concentrated in vacuo, then ether (50 ml) 
and MeOH (30 ml) were added. A I N solution of hydrochloric acid in ether was 
added ( 1 M, 30 ml) and a white gum formed, which was washed several times with 
ether. MeOH-acetone were added and heated until the gum became a white solid. 

35 The white solid was dissolved in DMF (25 ml) and DIEA (5ml), then 4-phenoxy 
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phenyl sulfonyl chloride was added. The reaction was stirred for 2h, concentrated in 
vacuovthen chipmatdgr^phed (silica gel, 1:1 EtOAc: hexanes) to provide the desired 
product as a white solid. 

5 b) 1^ 

l-N^O)z-leucinyi)-amm 
2*>I (LOgi 1 .8 mmol) was dissolved in EtOH (30 ml), then 10% Pd/C (0.22g) was 
added foUowed by 6N hydrochloric acid (2.5 ml); and the reaction was stirred under 
a b^oon of hydrogen gas for 4h at RT. The reaction mixture was filtered, 
10 concentrated, and azeotroped with toluene to provide a white glass which was used 
in the next reaction with^ 

? 1 ^N^pyridyK 

amino-propan-2-ol 

15 I^uci^ 

gvQ.76 nimiM) w^ dissolved in DMF (5 ml), then NMM (0.45 ml, 4 mmol) was 
^ 0:75 mmol) and HBTU (0:29g, 0 76 

mmol) and the reaction was stirred at RT overnight The reaction mixture was 
concentrated in vacuo, then chromatographed (silica gel, 5%MeOH: methylene 

20 chloride) to pr^ M+H+ = 

555. 

d) l-Nr<Nr4Tpyridyl acetyl-leucinyO 
amino-propan-2-one 

25 l-Nr^^pyridyl-acetyl-leucinyl)-an^^ 

amino-propan-2-ol (45 mg, 0.08 mmol) was dissolved in acetone (5ml), then IN 
hydrochloric acid (2 ml) was added. The reaction was concentrated in vacuo, then 
redissolved in acetone. Jones reagent (1.5 M, several drops) was added and the 
reaction mixture was stirred for 6h at RT. Isopropanol (0.5 ml) was added and the 

30 reaction mixture was concentrated in vacuo. The reaction was diluted with pH 7 
buffer and then was extracted with EtO Ac, dried with magnesium sulfate, filtered, 
comsntrated in vacuo, then chromatographed (silica gel, 5% MeOH-methylcne 
chloride) to give the desired product as a white solid (27 mg, 50%): MS(ES): 
M+H+ = 553. 

35 
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B r CrVSt^lization Of the Protein and protein-inhibitor complexes 

Human cathepsin K was expressed in baculovirus cells for the first eight of 
the nine inhibitors described below. Conditioned media containing expressed 
5 pro-cathepsin K was loaded direcdy onto an S-Sepharose column pre-equilibrated 
with 25 mM phosphate buffer at pH 8. The column was eluted with a NaCl gradient. 
Fractions containing pro-cathepsin K were pooled, concentrated to 2.5 mg/ml and 

20 mM L-cysteine aad 1% K as seed. The activation was 

10 monitored using CBZ-Phe-Arg-AMCas fluorogenic substrate and by SDS-PAGE. 
When ^ a plateau (ca. ISMjnol/nu^^ 

reaction was stopped the addition of inhibitor. The inhibited mat^ eath^ 
was concentrated and dialyzed against 20 mM MES, 50 mM NaCU 2 mM t- 
cysteine, pH 6. 

15 

Pfttttin Preparation for cathepsin K comnlex with 4.rN^phenvlmethox^ 
Meu^ ( nnlv V 

Human cathepsin K was expressed in £ co/i. The cell pellet from 1 L of 
20 bacterial cultwe weighing 2.35 gm. was washed with 50 inL of ^ 

mM EDTA, 150mMNaCl, pH 8.0. After centrifiigation at 13,000 x g for 15 mins, 
the washed pellet was resuspended into 25 mL of the same buffer prepared at 4° C 
and lysed by pass^ disruptor ( Avestin) at 10^000 pSL ^ 

lys^^as ceht^ 

25 in 25 mL 50 mM Tris/HCl, 10 mM DTT, 5 mM EDTA, 150 mM NaCl, pH 8.0 

containing either 8 Mi^ea or 6 M guanidineHCl. After stirring at 4° C for 30 mins, 
insoluble cellular debris was removed by centrifugation at 23,0Q0 x g for 30 mins 
and the supernatant clarified by filtration (0.45 um, Millipore). 

30 Varying amounts of the proenzyme form of cathepsin K were refolded by quick 

dUution imo stirring, N 2 (g) spargrf 50 mM Tris/HCl, 5 mM EDTA, 10 mM reduced 
and 1 mM oxidized glutathione, 0.7 M L-arginine pH 8.0 and stirred overhight at 4° C. 
After concentration to ca.1 mg/mL using a stirred cell fitted with a YM- m^ 
(Amicoh), the sample was clarified by centrifiigation and filtration then dialyzed against 

35 25 mM Na 2 P0 4 , l.OMNaCl, pH 7.0. The dialysate was applied at a LFR= 23 cm/hrto 
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a id x 90 cm column of Superdex 75 (Phannacia) 

1 O M NaGt pH 7.0. The cathepsin K proenzyme was pooled based upon puri^ 
observed on a reduced, SDS-PAGEgel. 

5 Crystals of mature activated cathepsin K complexed with inWbitor to a 

size of ^proximately 0.2 mm 3 in about six days at 20°C The concentration of 
inhibited cathepsin K used in the crystallization was approximately 8 mginil. the 
method of vapor diffusion in hanging drops was used to grow crystak from the 
wlution of cathepsin K - inhibitor com^^ 
10 detennined >yas tha^ of cathepsin Kin complex with the cysteiiw 
E^. Crystals of mature activated cathepsin 

approximately 0.2 mm 1 in six days at 20°C. The concentration of E-64-inhibited 
cathepsin K used in the crystallization was 8 mg^ diffusion was used in 

hanging drops from a ^ 

15 6.2 containing 0.2M Naa. Crystals of the complex are orthorhombic, space group 
^,2,2,, with cell constants of a=38 r 4, b=50.7, and c= 104.9 Angstroms. This crystal 
form will be referred to as Form II. The crystals contain one molecule in the 
asymmetric unit and contain approximately 40% solvent with a Vm value of 2.1 
ATbalton. X-ray diffraction data were measured from a single crystal using a 

20 Siemens two-dimensional position-sensitive detector on a Siemens rotating ahckle 
generate operating a 5 KW. The structure was determined by molecular replacement 
using X-PLOR. The starting model consisted of all atoms of the main chain of 
papain and those side chain atoms predicted to be homologous between the two 
proteins as determined from sequence alignment. The cross rotation function was 

25 calculated using x-ray diffraction data from 10 to 4 A and a radius of integration of 
32 A- The highest peak was 6.0 a. A translation search was carried out using data 
from 8 to 3.5 Angstroms resulting in the highest peak of 12.5 a.The resulting model 
gave an Rc factor of 0.488. This model was refined by rigid-body refinement, aid 
the resulting phases were used to calculate Fourier maps with coefficients IF 0 -F C I 

30 and QFp-F c l, into which the atomic model ojf cathepsin K was built using the 

molecular graphics progi^ FROIXD. Conventional posiuonal refinement was used 
to refine the structure during model building. The structure was refined using X- 
PLOR. The electron density for E-64 was clear in the maps. The inhibitor was built 
into density and several additional cycles of map fitting and refinement were carried 

35 out to a final R c of 0.191. 
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Cmtafflza^ 

L^eucinvnami^ 

5 Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution of 10% isbpropahol CU M NaPO^titnrte at pH 4.2. Crystals of the 
complex are tetragonal, space group P432j2, with cell constants of a=57.6 A, and 
c=I31.2 This cry stal fonn wiU be rcfc 

collected as described above. The cry stals contain one molecule in the asymmetric 
10 unit and contain i 36% solvent with a V m value of 2.3 AVDalton. The structure was 
determined by molecular replacement using X-PLOR at 2.5 Angstroms resoluaon 
The starting model consisted of all protein atoms of the orthorhombic form of 
cathepsin K-E64 structure. Molecular replacement was carried out as described 
above for the cathepsin K-E64 structure determination. The model was refined by 
IS rigid-body refinement using X-PLOR, and the resulting phases were used to 

calculate Fourier maps with coefficients IF 0 -F C I and I2F 0 -F C I, into which die atomic 
model of the inhibitor was built using the molecular graphics program FRODO. 
Conventional positional refinement was used to refine the structure during model 
building. The structure was refined using X-PLOR. Several cycles of map fitting and 
20 refinement were carried out to a final R c of 0.245. 

fN'-fN-benzvloxvcarbond^^^ 

2$ Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution of 22.5% PEG 8000, 0.075 M sodium acetate at pH 4.5 containing 0.15 M 
U2SO4. Crystals of the complex grew as Form HI. Diffraction data were collected 
as described above. The structure was determined by rigid body refinement with 
X-PLOR utilizing the previous Form m protein mcKiel at 2.4 Angstroins resolution. 

30 Fourier m^ with coefficients IF Q -FJ and I2F 0 -F C I were used to fit the atorhic 

model of the inhibitor using the molecular graphics program FRODO. Conventional 
positional refinement ( X-PLOR) was used to refine the structure during model 
building. Several cycles of n^p fitting and refinement were carried out to a final R c 
of 0,237. 
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propan^2-one 

Crystals of mature activated cathepsin K complcxcd with the inhibitor grew from a 
5 solution of 10% isopropanol, 0.1 M NaPC>4 / citrate at pH 4.2. Crystals of the 
complex grow as Form ID. Diffraction data were collected as described above. The 
structure was determined by rigid body refinement of the previous Form m protein 
mcktelat2^^ 

I2F 0 -F C I were used to fit the atomic model of the inhibitor using the molecular 
10 graphics program FRODO. Conventional positional refinement was used to refine 
the structure during model building. Several cycles of map fitting and refinement 
were carried out using X-PLOR to a final of 0.210. 

Crystallization of the complex of cathepsi n K with 4-fN- 

15 ffphcnvlmctow 

Crystals of mature activated cathepsm K 

solution 1 8% PEG 8000, 0.6 M sodium acetate at pH 4.5 containing 0. 12 M U2SO4. 
Crystals of the complex grow in Fonn IH. Dififr^tion data were collected as 
20 described above. The structure was determined by rigid body refinement of the 
previous Fonnffl protemm 

maps with coefficients IF G -F C I and I2F 0 -F c l f were used to the aton^^ 
inhibitor using the mol^lar graphics progr^ FROD^ 
refinement was used to refine the structure during model building using X-PL0FL 
25 Several cycles of map fitting and re 

Crystallization of the ro^ 

benzvtoxveartxrov^ 

benzvloxvcartonvl-l^leii^ 

30 • 

Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution of 30% MPD, 0.1 M MES at pH 7.0 and 0.1 M tris buffer at pH 7.0. 
Crystals of the complex are Form II; Diffraction data were collected as described 
above. The stmcturc was determined by rigid tody refinement of the previous Form 
35 II protein model with X-PLOR at 2.3 Angstroms resolution. Fourier maps with 
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coefficients IFo-F^ and I2F 0 -F c lv were used to the atomic model of the inhibitor 
using the molecular graphics program FRO^ Conventional position^^^ 
was used to re 
cycles of fitting 

Crystallization of the^c^ 
L-lcnahvIti^ 

Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
10 solution of 33% MPD T 0.1 M^^M grow as Form 

H Diffraction data were collected as described above. The structure was determined 
by rigid the previous Form II protein model with X-PLOR at 2.2 

Angstroms ire WCI ^ 
used to the atomic model of the inhibitor using the molecular graphics program 
15 FRODO. Conventional positional refinement was used to refine the structure during 
model building using X-PLOR. Several cycles of map fitting and refinement were 
carried out to a final Rc of 0.208. 

Crystallization of the c^ 
pynylidironc 

Crystals of mature activated cathepsin K co 
soluti6nof28%MPD f 0;lMM 
25 Crystals of the complex Fo^^ data were collected as described above. 

The structure was (fctermined by rigid bo^ 

protein model with X-PLOR at 2;3 Angst^ Fourier maps with 

coefficients !F 0 -F C I and EF 0 -F C I, were used to the atomic model of the inhibitor 
using the molecular gr^hics pro 
30 was used to refme the stnicture during^m building using X-PLOR. Several 
cycles of map fitting and refinement were carried out to a final R^ of 0.193. 

Crystallization of the complex of cath^jn K with 4-tN4f(4- 
imidvlmethoxvfc 
35 pyiTPlidinpne 
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Giystab of mature activated catbepsinKro^ the inhibitor grew from a 

solution of 30% MPD, 0.1 M MES at pH 7.0 and 0.1 M tris buffer at pH 7.0. 
Crystals of the complex Form IL Diffraction data were collected as described above 
The structure was determined by rigid body refinement of the previous Form II 
protein model with X-PLGR at 2.2 Angstroms resolution.. Fourier maps with 
coefficients IF 0 -F C I and i2F 0 -F c l, were used to the atomic model of the inhibitor 
using the molecular graphics program FRODO. Conventional positional refinement 
was used to refine the structure during model building using X-PLOR. Several 
cycles of map fitting and refinement were carried out to a final Rq of 0.267. 

Civstalliz^ondf^ero^ 
fcucinvl^aimnfr 

15 Crystals of mature activated cathepsinK complexed with the inhibitor grew from a 
solution 6f 18% PE^ 

Li2S04 . Crysuds of the con^lex arc Fo Diffraction data were collected as 
described above. The structure was determined by rigid body refinement of the 
previous Form D protein model at 2.5 Angstroms resolution.. Fourier maps with 
20 coefficients IF 0 ^Fcl and I2F 0 -F C I were used to fit the atomic model of the inhibitor 
using the molecular gn^hics program FRODO. Conventional positional refinement 
was used to refine the structure during model building. Several cycles of map fitting 
and refinement were cariied^OT 

Abbreviations 

25 • 

E^ f [l-[N-l(L-3-fr^ 
L4eucyl]amino]-4-guanidinobutane] 
CBZ, benzyloxycarbonyl 
AMC, aminomethylcoumarin 
30 MPD, 2 methyl-2,4-pentanedi61 

PIPES, piperazone-N t N-bis(2-ethanesulfonic acid) 
MES, 2KN-morpholino)rethanesulfpnic acid 
tris, tris(hydioxymethyi)-aminomethane 
PEG, polyethyleneglycol 
35 M. Molar 
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Rc = £l(F 0 -F c )l/F 0 
Fo = pbserv^ 

F c = calculated structure amplitude 
EDTA, ethy lenediarr^ 

SDS-PAGE, sodium dod^ 

This invention is not to be limited in scope by the specific embod^^ 
described herein. Indeed, various modifications of the invention in addition to those 
t0 skilled in the art from the rbregoihg 

;;^ : ^^^^n; within the scope of the 

appended claims. V 

The disclosures of the patents/ patent applications and publications ci ted 
herein are incorporated by reference in their eh 
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TABLE I 

Table of the orthogonal three dimensional coordinates in 
Ahgstroms and B factors (A 2 ) for cathepsin K 



Residue Atom 


X 


y 


Z 


B 


1 ALA N 


-3.94 


11.01 


90.45 


15 .00 


1 ALA CA 


-4.70 


12.30 


90.45 


15.00 


1 ALA C 


-4.40 


13.14 


89.20 


15.00 


1 ALA O 


-3.34 


12 .99 


88.57 


15.00 


1 ALA CB 


-4.36 


13.12 


91. 73 


15 00 


2 PRO N 


-5.36 


14.01 


88V80 


15 .00 


2 PRO CA 


-5.19 : 


. 14.86 ; 


87.61 


15.00 


' 2 PRO C 


-4:35 


16.05 


88.06 


15 .00 


2 PRO 0 


-4.89 


17.00 


88.65 


15 . 00 


2 - PRO CB 


-6. 62 


15.33 


87.31 


15. 00 


2 PRO CG 


-7.53 


14.58 


88.32 


15.00 


2 PRO CD 


■^•6.63 


14.31 


89.47 


15.00 


3 ASP N 


-3.04 


16.00 


87 .87 


15 . 00 


3 ASP CA 


-2.25 


17.14 


88.30 


15.00 


3 ASP C 


-2.27 


18.18 


87.20 


15 . 00 


3 AS P O 


-1.57 


18.02 


86.20 


15.00 


3 ASP CB 


-0.82 


16.75 


88.67 


15.00* 


3 ASP CG 


-0.09 


17 . 85 


89.45 


15.00 


3 ASP OD1 


-0 . 74 


18.83 


89.89 


15.00 


3 ASP OD2 


1.14 


17.73 


89.63 


15.00 


4 SER N 


-3.10 


19.21 


87.36 


15 .00 


4 SER CA 


-3.19 


20.26 


86.35 


15.00 


4 SER C 


-3.97 


21.51 


86.77 


15.00 


4 SER 0 


-4.97 


21.44 


87.48 


15. 00 


4 SER CB 


-3.77 


19 . 72 


85.03 


15.00 


4 SER OG 


-5.17 


19.55 


85.08 


15.00 


5 VAL N 


-3.50 


22.65 


86.28 


15 . 00 


5 VAX CA 


t4.10 


23.94 


86.54 


15 .00 


5 VAL C 


-4.27 


24.65 


85.17 


15.00 


5 VAL 0 


-3.43 


24.48 


84.28 


15.00 


5 VAL CB 


-3.22 


24.79 


87.51 


15.00 


5 VAL CGI 


-1.80 


24.88 


87.00 


15.00 


5 VAL CG2 


-3.79 


26.17 


87.69 


15.00 


6 ASP N 


-5.39 


25.34 


84.99 


15.00 


6 ASP CA 


-5.67 


26.08 


83.76 


15 .00 


6 ASP C 


-6.40 


27.34 


84.22 


15.00 


6 AS P 0 


-7. 63 


27.33 


84 .43 


15 . 00 


6 ASP CB 


-6.55 


25.25 


82.82 


15.00 


6 ASP CG 


-6.81 


25.95 


81.48 


15.00 
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fk AQP HTM 
o nor UU1 


-Oil! 


w nor \jDZ. 


rl .72 


/ AAA S% 


— Py04 


7 TYP ■ PA 


"0 > AO 


7 TYP r 


*7 1 O 

-7;«Xo 


7 TVP n 


-a. 76 


/ UK v,© 




7 7*71} 


-4 .06 


7 TVW- OT^I 
r 12i\ v«JL/X 


A AA 


/ 1 xK LD^ 


■■ • ft ft **» 

-2.82 


7 TYR CE1 


-3.55 


7 TYR CE2 


-1.96 


7 TYR CZ 


-2.33 


7 TYR OH 


-1.48 


8 ARG N 


• -7-41 


8 ARG CA 


^41 



8 ARG C -:-9v77' 

8 ARG 0 -10.65 

8 ARG CB -8.33 

8 ARG CG -7.00 



8 ARG CD 


-7.00 


8 ARG NE 


-7.27 


8 ARG CZ 


-6.85 


8 ARG NH1 


-6,15 


8 ARG NH2 


-7.15 


9 LYS N 


-9.90 


9 LYS CA 


-11.12 


9 LYS C 


-11.16 


9 LYS 0 


-11.96 


9 LYS CB 


-11.18 


9 LYS CG 


-11.04 


9 LYS CD 


-11.09 


9 LYS CE 


-9.80 


9 LYS NZ 


-9.78 


10 LYS N 


-10.33 


10 LYS CA 


-10.28 


10 LYS C 


-10.23 


10 LYS 0 


-10.11 


10 LYS CB 


-9.10 


10 LYS CG 


-9.05 


10 LYS CD 


-7.68 


10 LYS CE 


-7,54 


10 LYS NZ 


-7.61 


11 GLY N 


-10.29 



TABLE I 



ft ' c ft A • 

26. 94 


81.14 


15 .00 


ft er ■ • a r\ 

25. 49 


80.75 


15.00 


* H O >l ft 

28 . 42 


84.37 


15.00 


29 . 70 


84.84 


15.00 


1 • A'- ft C 

30. 35 


83 . 96 


15.00 


Jl .36 


84.33 


15.00 


30 . 67 


85. 09 


15.00 


30.20 


86.18 


15.00 


30.29 


87v52 


15.00 


ft ft /- 4 ■ 
29 .64 


85.86 


15.00 


oft n ^ 
29.86 


88.52 


15 . 00 


ft ft. : ft i ■ 
2? .21 


86.84 


15.00 


29.31 


88.17 


15.00 


28 . 86 


89.14 


15 i ao 


29.78 


82 .79 


15, 0Q 


30.30 


81. 87 


15,00 


3 0. 07 


82-53 


15i00 


30.93 


82.49 


15.00 


29. 58 


80.53 


15.00 


2?.76 


79.85 


15.00 


29.12: 


78.48 


ISwOO 


27. 69 


78.52 


15. pb 


■ft ^ « ft • 
26 .83 


77.58 


15.00 


ft«7 ft -7 

27 . 27 


76.54 


15.00 


25 . 54 


77.69 


15.00 


ft ft t\ a 
28 . 94 


83 .20 


15.00 


ft o . ^*ft 
28 . 60 


83 .91 


15.00 


ft ft : ft ft • 
29.33 


85.28 


15.00 


28. 99 


86.15 


15.00 


27.08 


84.13 


15. 00 


26.25 


82.86 


15.00 


24.72 


83.il 


15,00 


24.15 


83.76 


15.00 


22.65 


83.99 


15.00 


30.35 


85.47 


15 .00 


31.03 


86.76 


15 .00 



32.55 86.69 15.00 

33.20 87.73 15.00 

30.51 87.58 15.00 

28.98 87.72 15.00 

28.45 88.13 15.00 

28.31 89.63 15.00 

29.62 90.36 15.00 

33.11 85.48 15.00 
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: 11 GLY CA 


-10.27 


11 GLY C 


-8.96 


11 GLY 0 


-8.93 


12 TYR N 


-7.86 


12 TYR CA 


-6.54 


12 TYR C 


-5.97 


12 TYR 0 


-5.13 


12 TYR CB 


-5.57 


12 TYR CG 


-5.76 


12 TYR GDI 


-6.85 


12 TYR CD2 


-4.82 


12 TYR CE1 


-7.00 


12 TYR CE2 


-4.96 


12 TYR CZ 


>6v04 


12 TYR OH 


-6.16 


: 13 VAL N 


-6.40 


13 VAL CA 


-5.92 


13 VAL C 


-6.95 


13 VAL 0 


-8.15 


13 VAL CB 


-5.41 


13 VAL CGI 


-6.54 


13 VAL CG2 


-4.73 


14 THR N 


-6 ,45 


14 THR CA 


-7v27 


14 THR C 


-7; 39 


14 THR Q 


-6.69 


14 THR CB 


-6.63 


14 THR OG1 


-5.21 


14 THR CG2 


-7.00 


15 PRO N 


-8 .31 


15 PRO CA 


-8.50 


15 PRO C 


-7.23 


15 PRO O 


-6.38 


15 PRO CB 


-9 <61 


15 PRO CG 


-10.38 


15 PRO CD 


-9; 28 


16 VAL N 


-7.14 


16 VAL CA 


-5 .97 


16 VAL C 


"5 .96 


16 VAL 0 


-6.80 


16 VAL CB 


-5.94 


16 VAL CGI 


-4.70 


16 VAL CG2 


-5.97 


17 LYS N 


-4.70 
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34.56 


85.31 


15 nn 


35-28 


85.53 


15 00 


36:; 49 


.85.77 


15 OO 


34.54 


85.44 


15 OO 

XJ . vu 


35vil 


85.64 


15 OO 

X — ) • WW 


35.67 


84.36 


15.00 


36.58 


84.39 


Is. 00 


Whm • 


86.13 


15.00 


; ;33v^5 : 


87.56 


15.00 


32-86 


87.95 


15 . 00* 


33.98 


88; 52 


15 OO 
13 . uu 


32.46 


89.25 


15 00 

XJ • UU 


33.58 


89,63 


15 00 

Xw . WW 


32.81 


90 19 




32.38 




ic no 

xO • UU. 


35 .09 




xO . UU 


35.47 


81 92 


1 5 O O 
X D • uu 


36.24 


81 09 


. 1j • UU 


3^ ; ! 03 




ID . uu 


:-3'4v.21: 


81 15 


15 OO 


33.26 


80 .89 


15 00 

A -J .WW 


34,61 


79.86 


15 00 

■ .WW 


37;i9 ■ 


80 31 


15 OO 

lv . UU 


38; 02 


79 44 


1 5 00 

13. : t U W 


37.38 


78.05 


15 00 

— — • ww 


36.41 : 


77,74 


15 00 


39. -42 


79 32 


15 00 

lv« WW 


39.28 


79 . 27 


15 00 

4J • WW 


4o:ia 


80.52 


15 00 

.A J . W W 


37.88 


77:20 


15 00 

X. .. W w 


37.34 


75.86 


15 00 

X J . UU 


37.45 


75 .01 


15 00 

X J « WW 


38,30 


75 30 

/ WW' 


15 OO 
X J . uu 


38.22 


75 30 

. /-.J .WW. 


15 OO 
Xy « UU 


38.60 


76 51 


15 OO 
xj « uu 


38:96 


77 45 


15 00 
XJ« uu 


36.65 


73 95 


15 00 
X -J • uu 




/J . Uo 


15 . 00 


37.87; 


72,18 


15.00 


38.23 


71,47 


15.00 


35.38 


72.22 


15.00 


35.38 


71.34 


15.00 


34.18 


73.10 


15.00 


38.52 


72.22 


15.00 
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17 LYS CA 
17 LYS C 
17 LYS O 
17 LYS 
17 LYS CG 
17 LYS CD 
17 LYS CE 

17 IXS NZ 

18 ASN N 
18 ASN CA 
18 ASN C 
18 XSN 0 V 
18 ASN CB 
18 ASN CG 

18 ASN Opi 

is a?n 

19 ■ G^^jfc 
19 GL^iiZk 
19 GLN C 
19 GLN O 
19 Q^ CB 
19 GLN GG 
19 GLN 

19 GliN QEl 

19 GLN 

20 GLY N 
20 GLY CA 
20 GLY C 

20 GLY O 

21 GLN N 
21 GLN CA 
21 GLN C 
21 GLN 0 
21 GLN CB 
21 GLN CG 
21 GLN CD 
21 GLN OE1 

21 GLN NE2 

22 CYS N 
22 CYS CA 
22 CYS C 
22 CYS O 
22 CYS CB 
22 CYS SG 
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TABLE I 



-A A 9 


39 > 71 


71. 43 


15.00 


Li AO 

•j -.49 


'#y-'-9 O. 


•tft -v^ 
70:. 31 


15.00 


-9 Q9 


■a'-O 9 £ 
Jo. JO 


70.34 


15.00 


"'-Ll G9 : 


-' An be 
:, 40 . OJ 


•70 ft • 

72 . 30 


15.00 




41 . to 


72 .95 


15.00 




a 1 . ni 

4 JL . U I 


73 w 99 


15. 00 




Ai *79 
41 ./Z 


*7C, O : il 

75.34 


15.00 


-J A \'C-9- " 

—4;.. D3 


41 .86 


75.97 
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23 GLY N 


7.45 


43.53 
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15,00 


23 GLY CA 
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67.42 


15.00 


23 GLY C 
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15,00 
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15.00 
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15.00 
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15.00 
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15.00 
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15.00 
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15.00 
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15 .00 
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15.00 
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15.00 
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15.00 
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45.88 
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15 . 00 


26 TRP CZ3 
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45.32 


76.82 


15.00 
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75.80 


15.00 


27 ALA N 
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42.32 


75.39 


15-. 00 


27 ALA CA 


5.70 


43.30 


75.95 


15.00 


27 ALA C 


4.40 


42.61 


76.34 


15.00 


27 ALA 0 


3,92 
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77.47 


15,00 


27 ALA CB 


5.43 


44.39 


74.93 


15.00 


28 PHE N 


3.83 


41.86 


75.40 


15 . 00 


28 PHE CA 


2.60 


41.13 


75.63 


15.00 


28 PHE C 
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40.08 


76.73 


15.00 
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77.66 


15.00 
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74.33 


15.00 
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1.41 
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41.51 


73.33 
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TABLE I 



28 PHB CE1 1.51 43.18 71.73 

28 PHE GE2 -0.62 42.40 72.49 

28 PHE CZ 0.12 43.24 71.69 

29 SER N 3 . 85 39.28 76.64 
29 SER CA 4.15 38.25 77.64 
29 SER C 4.33 38.84 79.03 
29 SER O . 3.95 38.23 80.03 
29 SER CB 5.43 37.50 77.25 

29 SER OG 5.78 36.51 78.20 

30 SER N 4.96 40; 01 79.08 
30 SER CA 5.18 40.71 80.33 
30 SER C 3.84 41.16 80.89 

30 SER<0 3 . 48 40 ; 84 82.03 
.30 SER CB 6.10 41.91 80.10 

30: SER OG 7 .39 41.48 79 . 72 

31 VAL N 3.08 41.87 80.07 
31 VAL CA 1.75 42.34 80.48 
31 VAL C 0.85 41 .18 80.88 
31 VAL O 0.03 41.31 81.77 
31 VAL CB 1.09 43.16 79.36 
31 VAL CGI -0 .41 43.10 79.47 

31 VAL CG2 1.57 44.60 79.43 

32 GLY N 1.05 40.04 80.24 
32 GLY CA 0.26 38.85 80.51 
32 GLY C 0.56 38.20 81.83 

32 GLY 0 -0.24 37.41 82.32 

33 ALA N 1.74 38.46 82.39 
33 ALA CA 2.10 37.90 83.69 
33 ALA C 1.61 38,88 84.75 
33 ALA O 1.01 38.49 85.75 

33 ALA CB 3.59 37.68 83,80 
•34 LEU N 1.79 40.17 84.49 

34 LEO CA 1.35 41.21 85.40 
34 LEU C -0.15 41,08 85.64 
34 LEU O -0.65 41.47 86.69 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15-00 

is, oo 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15. 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



34 LEU CB 1.64 42.59 84.83 

34 LEU CG 3.09 42.99 84.57 

34 LEU CD1 3.08 44.29 83.81 

34 LEU CD2 3.84 43.15 85.87 

35 GLU N -0.88 40.56 84.67 
35 GLU CA -2.32 40.39 84.82 
35 GLU C -2.66 39.14 85.64 15.00 
35 GLU O -3.66 39.11 86.37 15.00 
35 GLU CB -2.98 40.28 83.45 15.00 
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35 GLU CG 
35 GLU CD 
35 GLU OE1 

35 GLU OE2 

36 GLY N 
36 GLY CA 
36 GLY C 

36 GLY O 

37 GLN N 
37 GLN CA 
37 GLN C 
37 GLN O 
37 GLN CB 
37 GLN CG 
37 GLN CD 
37 GLN OE1 

37 GLN NE2 

38 LEU N 
38 LEU CA 
38 LEU C 
38 LEU O 
38 LEU CB 
38 LEU CG 
38 LEU CP1 

38 LEU CD2 

39 LYS N 
39 LYS CA 
39 LYS C 
39 LYS O 
39 LYS CB 
39 LYS CG 
39 LYS CD 
39 LYS CE 

39 LYS NZ 

40 LYS N 
40 LYS CA 
40 LYS C 
40 LYS 0 
40 LYS CB 
40 LYS CG 
40 LYS CD 
40 LYS CE 

40 LYS NZ 

41 LYS N 
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-4.57 
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-4 . 64 
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-5.25 


37.40 


-3.20 


36.16 
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34.85 


-1. 63 


34.41 


-1.44 


33.15 


0.00 
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38.93 
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15 .00 
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91 . 73 
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88.45 


15 00 
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15 .00 


89.13 


15 . 00 


89.41 V 
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— ' •WW 
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15 w 06 
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<li V • WW 


92 28 
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93 49 
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QA CI 
S4.il 


lb . 00 


92 .21 


15 .00 


92 98 


15 . 00 


93.04 


15.00 


93.86 


15.00 


94.08 


15.00 


93.36 


15.00 



TABLE I 

41 LYS CA -4.06 39.93 94.43 15. 00 

41 LYS C -5.40 40.66 94.59 15,00 

41 LYS 0 -6.17 40.38 95.49 15.00 

41 LYS CB -2.93 40.95 94.23 15:00 

41 LYS CG -1.55 40.33 94.11 15.00 

41 LYS CD -1.34 39.26 ;95;i8 15; 00 

41 LYS CE -0.06 38.46 94; 95 15 .00 

41 LYS NZ -0.04 37.19 95.74 15; 60 

42 THR N -5.69 41' 58 93.67 15.00 
42 THR CA -6.91 42.36 93.75 IS.tiO 
42 THR C -8;23 41;65 93.40 15.00 
42 THR O -9.28 42.28 93.37 15,00 
42 THR CB -6.77 43.64 92.91 15.00 
42 THR OG1 -6.89 43.34 91.51 15 .00 

42 THR CG2 -5.40 44.26 93.16 15.00 
.43 GLY N -8.17 40.35 93.10 15.00 

43 GLY CA -9.38 39.62 92.78 15.00 
43 GLY C -10.09 39.89 91.44 15.00 

43 GLY 0 -10.94 39.09 91.03 15,00 

44 LYS N -9.82 41.02 90.79 15.00 
44 LYS CA -10.45 41, 31 89.50 15.00 
44 LYS C -9.41 41.72 88.45 15,00 
44 LYS O -8.48 42.49 88.73 15.00 
44 LYS CB -11.57 42 .34 89.64 15 .00 
44 LYS CG -11.20 43.55 90.45 15.00 
44 LYS CD -12.43 44.28 90.95 15.00 
44 LYS CE -12.02 45.39 91.93 15.00 

44 LYS NZ -11.26 44,88 93.11 15.00 

45 LEU N -9.60 41.19 87.25 15.00 
45 LEU CA -8.69 41.41 86.13 15.00 
45 LEU C -8.92 42.66 85.26 15.00 
45 LEU O -10.04 43.15 85.12 15.00 
45 LEU CB -8.71 40.16 85.25 15.00 
45 LEU CG -7.54 39.90 84.33 15.00 
45 LEU CD1 -6.25 39.87 85:12 15.00 

45 LEU CD2 -7.75 38.59 83.63 15.00 

46 LEU N -7.83 43.15 84:69 15.00 
46 LEU CA -7.84 44.31 83.80 15.00 
46 LEU C -6.81 44.09 82.69 15.00 
46 LEU O -5.76 43.51 82.93 15.00 
46 LEU CB -7.44 45,58 84.55 15.00 
46 LEU CG -8.49 46.47 85.20 15.00 
46 LEU CD1 -7.96 47.90 85.21 15.00 
46 LEU CD2 -9.77 46.43 84.42 15.00 
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4 7 ASN N 
47 ASN CA 
47 ASN C 
47 ASN O 

47 ASN CB 
4 7 ASN CG 
4 7 ASN OD1 
4 7 ASN ND2 

48 LEU N 
48 LEU CA 
48 LEU C 
4 8 LEU 0 
48 LEU CB 
48 LEU CG 
48 LEU CD1 

48 LEU CD2 
4 9 SER N 

49 SER CA 
49 SER C 
49 SER O 
49 SER CB 

49 SER QG 

50 PRO N 
50 PRO CA 
50 PRO C 
50 PRO O 
50 PRO CB 
50 PRO CG 

50 PRO CD 

51 GLN N 
51 GLN CA 
51 GLN C 
51 GLN O 
51 GLN CB 
51 GLN CG 
51 GLN CD 
51 GLN OE1 

51 GLN NE2 

52 ASN N 
52 ASN CA 
52 ASN C 
52 ASN O 
52 ASN CB 
52 ASN CG 
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52 ASN ODl 

52 ASN ND2 

53 LEU N 
53 LEU CA 
53 LEU C 

5 3 LEU 0 
53 LEU CB 
53 LEU CG 
53 LEU CD1 

53 LEU CD2 

54 VAL N 
54 VAL CA 
54 VAL C 
54 VAL 0 
54 VAL CB 
54 VAL CGI 

54 VAL CG2 

55 ASP N 
55 ASP CA 
55 ASP C 
55 ASP O 
55 ASP CB 
55 ASP CG 
55 ASP ODl 

55 ASP OD2 

56 CYS N 
56 CYS CA 
56 CYS C 
56 CYS O 
56 CYS CB 

56 CYS SG 

57 VAL N 
57 VAL CA 
57 VAL C 
57 VAL O 
57 VAL CB 
57 VAL CGI 

57 VAL CG2 

58 SER N 
58 SER CA 
58 SER C 
5 8 SER 0 
58 SER CB 
58 SER OG 
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52 87 


8.76 


53 27 

— * •J • X / 


9.97; 
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50 11 
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10.54 
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47 Qfl 
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12.85 


51.57 


13.98 


51.87 


15.15 


50.91 


16: 13 


51.10 


14.48 


53.27 


14.95 


53.34 



81.25 15.00 
79.74 15.00 
77.81 15.00 
77.94 15.00 
76.72 15.00 
76.88 15.00 
78.08 IS ,00 
79-41 15.00 > 

. 79,49 15.00 

80;54 15,00 

75.52 15,00 

. 74.25 15,00 

74.20 15.00 

74.04 15.00 

73.03 15,00 

71.75 15,00 

72.83 15.00 
74.37 15.00 
74 .31 15.00 
75.40 15.00 
75.19 15.00 
■74 > .3;6: :: ; : .:;-15^-.' 
73.22 15.00 
72.24 15.00 
73.29 15.00 
76.56 15.00 

77.70 15 ,00 

78.16 15 .00 
78.54 15.00 

78.84 15.00 
78.28 15.00 

78.17 1:5.00 
78.60 15.00 
77.62 15.00 
76.90 15 .00 

78.71 15.00 
79.32 15.00 
79.52 15.00 
77. 67 15.00 
76.80 15.00 
76.84 15-00 
76.13 15.00 
77.09 15.00 
78.42 15.00 



TABLE I 



59 GLU N 
59 GLU CA 
59 GLU C 
59 GLU 0 
59 GLU CB 
59 GLU CG 
59 GLU CD 
59 GLU 0E1 

59 GLU OE2 

60 ASN N 
60 ASN CA 
60 ASN C 
60 ASN 0 
60 ASN CB 
6 0 ASN CG 
60 ASN OD1 

60 ASN ND2 

61 ASP N 
61 ASP CA 
61 ASP C 
61 ASP O 
61 ASP CB 
61 ASP CG 
61 ASP 001 

61 ASP OD2 

62 GLY N 
62 GLY CA 
62 GLY C 

62 GLY O 

63 CYS N 
63 CYS CA 
63 CYS C 
63 CYS 0 
63 CYS CB 

63 CYS SG 

64 GLY N 
64 GLY CA 
64 GLY C 

64 GLY O 

65 GLY N 
65 GLY CA 
65 GLY C 

65 GLY O 

66 GLY N 



15.09 
16; 15 
15.93 
16.77 
IS. 14 
16.39 
15.13 
14.38 
14.90 
14.77 
114.43 
14 .26 
13.99 
13.13 
13.27 
12.35 
14.41 
14.39 
14.25 
12 .82 
12. 60 
14.84 
15.93 
15.87 

16.85 
11.84 
10.46 
9.91 
9.71 
9.68 
9 .19 
10.33 
10.09 
8.59 
6.94 
11.56 
12.72 
12 .90 
13 . 65 
12.20 
12.28 
12 . 86 
13.34 
12.81 



49,92 
48.93 
47;. 86 
■ 46.99 
C 48,30 
49.27 
•.. 49.97 
49.38 
51.13 
47.91 
46.98 
47.73 
: 48.94 
46.26 
•'; 45.35 
:^5a;22, 
^ :: 44;,;68:v 
47.02 
47.65 
48.03 
48.65 
46:75 
•-47,43- 
48,66 
46.72 
47.67 
47.99 
47.03 
45.85 
47.50 
46.60 
45.71 
'44.70; 
47.36 
48.02 
46.10 
45.32 
44.16 
43.21 
44.23 : 
43.17 
43.58 
44.70 
42 . 65 



77.71 
77.82 
76.73 
76.50 
79.22 
80.39 
80.88 
81.70 
80.46 
76.10 
; 75.04 
73.71 

73.69 

75.38 

76.57 

77J38 

76 .68 

72 . 61 

71.31 

70,94 

69.91 

70 ,23 

69 .44 

69.28 

68 . 98 

71.77 

71.45 

70.41 

70.70 

69.20 

68.16 

67.70 

67.04 

66.99 

67.38 

68.03 

67.68 

68.64 

68.37 

69.78 

70,77 

72.11 

72 . 31 

73 . 05 



15.00 
15> 00 
ISioO 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
. 15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
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TABLE I 

66 GLY CA 13.34 42.92 74.37 



IS . 00 
15.00 
15.00 



66 GLY C 13.08 41.77 75,32 

66 GLY O 12.42 40.80 74.94 

67 TYR N 13.57 41.90 76.55 15.00 
67 TYR CA 13 .40 40.87 77.56 15.00 
67 TYR C 12 .23 41.18 78. 48 15 . 00 
67 TYR 0 11.93 42.34 78.75 15.00 
67 T*R CB 14.68 40; 76 78.39 15.00 
67 TYR CG 15-91 40.56 77.55 15.00 
67 TYR CD1 16,20 39.32 76.98 15.00 
67 TYR CD2 16.77 41.61 77.29 15.00 
67 TYR CE1 17.33 39.13 76.18 15.00 

15.00 
15.00 
15.00 



67 TYR GE2 17.90 41.44 76.49 
67 TYR CZ 18 .18 40 . 20 75.94 

67 TYR OH 19.27 40 .05 75. 12 

68 MET N 11.57 40. 13 78.99 15:00 

15.00 
15.00 
15.00 



68 MET GA 10,45 40.33 79.90 

68 MET C 10.90 40.92 81.23 

68 MET 0 10.21 41.72 81.83 

68 MET CB 9.72 39.00 80.18 15.00 

68 MET GG 8.97 38.38 79.00 15.00 

68 MET SD 9.97 37.36 77.92 15.00 

68 MET CE 11,01 36.45 79.11 15.00 

69 THR N 12.09 40.53 81.68 15.00 
69 THR CA 12.62 41.03 82.94 15.00 
69 THR C 12.76 42.55 82.93 15.00 
69 THR O 12.33 43.21 83.87 15.00 
69 THR CB 13.98 40.37 83.29 15.00 
69 THR OG1 14.96 40.72 82.30 15.00 

69 THR CG2 13.84 38 .85 83 .35 15.00 

70 ASN N 13 .33 43.09 81.85 15.00 
70 ASN CA 13.53 44.54 81.73 15.00 
70 ASM: C 12.24 45.34 81.80 15.00 
70 ASN O 12.25 46.51 82.16 15.00 
7p ASN CB 14.28 44.87 80.45 15.00 
70 ASN CG 15.72 44.45 80.52 15.00 

15.00 



70 ASN: GDI 16.11 43.68 81.39 
70 ASN ND2 16.54 44.97 79.61 15.00 

15.00 
15.00 



71 ALA N 11.14 44.68 81.45 

71 ALA : CA 9.81 45.28 81.50 

71 ALA C 9.27 45.18 82.93 15.00 

71 ALA O 8.72 46.14 83.46 15.00 

71 ALA CB 8.88 44.57 80.51 15.00 

72 PHE N 9.46 44.02 83.55 15.00 



TABLE I 



72 PHE CA 

72 PHE; C 
72 PHE O 
72 PHE CB 
72 PHE CG 
72 PHE CD1 
72 PHE CD2 
72 PHE CE1 
72 PHE CE2 

72 PHE CZ 
. 73 GLN N 

73 GLN CA 
73 GLN C 
73 GLN O 
73 GLN CB 
73 GLN CG 

: 73 GLN CD 
73 GLN OE1 

73 GLN NE2 

74 TYR N 
74 TYR CA 
74 TYR C 
74 TYR 0 
74 TYR CB 
74 TYR CG 
74 TYR GDI 
74 TYR CD2 
74 TYR CE1 
74 TYR CE2 
74 TYR CZ 

74 TYR OH 

75 VAL.N 
75 VAL CA 
75 VAL C 
75 VAL 0 
75 VAL CB 
75 VAL CGI 

75 VAL CG2 

76 GLN N ; 
76 GLN CA 
76 GLN C 
76 GLN O 
76 GLN CB 
76 GLN CG 



9.02 
9.63 
8.94 
9 .49 
8,73 
7.40 
9.34 
6.67 
8.62 
7.29 
10.93 
11.67 
11.17 
11.29 
13.16 
14.11 
14.52 
15.45 
13.85 
10.54 
10.04 
8.81 
8.69 
9.72 
8.90 
9.48 
7.54 
8.71 
6.77 
7.36 
6.58 
7.87 
6.65 
7 .07 
6.41 
5.73 
4,32 
5.77 
8.18 
8.71 
9.26 
8.62 
9.78 
10.35 



43.79 
44.86 
: 45.51 
42 . 43 
41.28 
41.42 
40.04 
40.35 
38.96 
39.12 
45.05 
46.04 
47.48 
48.37 
45.86 
.:■ 46.75 
46.20 
46.73 
45.16 
47.68 
49.00 
49.41 
50; 56 
49.05 
50.26 
51.52 
50.14 
52.63 
51.25 
52.49 
53.59 
48.48 
48.74 
49.05 
49.80 
47.48 
47.87 

46:72 
48.44 
48.62 
50.02 
50.86 
47.57 
47.60 



84 .93 

85.81 

86.59 

85.44 

84.88 

84.52 

84.73 

84.03 

84.24 

83.89 

85. 64 

86.41 

86.11 

86.94 

86.13 

86.94 

88.32 

88.93 

88.80 

84.96 

84.58 

85.38 

85.81 

83.08 

82,67 

82. 60 

82.44 

82.31 

82.15 

82. 09 

81.84 

85.54 

86.31 

87.76 

88.47 

86,38 

86.73 

85.07 

88 .18 

89.52 

89.71 

90.31 

89.79 

91.20 



15.00 
15.00 
15.00 
15.00 
15.00 

is.bo 

15.00 
15; 00 
15.00 
15; 00 
15.00 
15.00 

".;"i5:..pi>: : : 

\15>;ib0v : ; 

15.00 

15.00 

15.60 

15.00 

15.00 

15.00 

15.00 

1.5:. 00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.06 

15. Op 

15.00 

15 . 00 

15. 00 

15.00 

15.00 

15.00 

15.06 

15.00 



76 gim CD 11.53 

7 6 C5LN 0E1 12 ,17 

76 GLN NE2 11.80 

77 LYS N 10.43 
77 LYS GA 11.04 
77 LYS C 10.24 
77 LYS O 10.34 
77 LYS GB 12.44 
77 LYS CG 12.52 

• •••7 : 7/.'LYS-:.GD' [ 13, 96 

77 LJiS-GE 14.06 
•,'..77 LYS NZ 15.39 

78 ASN N 9.48 
78 jf^ 8.67 
78 ASN C 7 .51 
78 ASN O 6.94 
78 ; ASN CB 8 .12 
78 ASN CG 7.17 
78 ASN OD1 7 . 61 

78 ASN ND2 5.88 

79 ARG N 7 . 19 
79 ARG CA 6.11 
79 ARG C 4.71 
7? ARG O 4.05 
79 ARG GB 6.31 
79 ARd CG 7.67 
79 ARG GD 7.80 
79 ARG NE 6.84 

: 79 ARG CZ 6, 60 

79 ARG NH1 7 .24 

79 ARG NH2 5 .73 

80 GLY N 4.27 
80 GLY CA 2.95 
80 GLY C 2.98 

80 GLY O 3 .87 

81 iLE N 1.98 
81 ILE CA 1.88 
81 ILE C 0.45 
81 ILE 0 -0.49 
81 ILE CB 2.19 
81 ILE CGI 2.27 
81 ILE CG2 1.14 

81 ILE CD1 2.64 

82 ASP N 0.29 



TABLE! 




46.64 


91.36 


15.00 


46.25 


90,38 


15.00 


46.25 


92 .59 


15.00 


50.30 


89.15 


15.00 


51.62 


89.32 


15 . 00 


52.83 


88.85 


15; 00 


53.90 


89.44 


15.00 


51.64 


88.71 


15.00 


51.06 


87.30 


15 : 00 


50, 69 


86.97 


15 .00 


49.75 


85.79 


15.00 


49; 07 


85.82 


15.00 


52.69 


81 .71 


15. 00 


53i 81 


87.31 


15.00 


53.96 


88.28 


15.00 


55.03 


88.41 


15.00 


53.56 


85 .90 


15.00 


54.66 


85.44 


is, 00 


55.76 


85 09 


15.00 


54.37 


85.44 


15. 00 


52.86 


88.95 


15.00 


52 .78 


89.94 


15.00 


52.88 


89 33 


15.00 


53 . 92 


89.37 


15.00 


53.81 


91.08 


15.00 


53 .69 


91.80 


15.00 


54.56 


93.06 


15,00 


54.23 


94.12 


15 .00 


53 . 00 


94.59 


15,00 


51.94 


94.09 


15.00 


52.83 


95 . 58 


15.00 


51.76 


88.76 


15 .00 


51.68 


88.15 


15.00 


51; 54 


86,64 


15 . 00 


52.07 


85 .97 


15 .00 


50.85 


86 .10 


15.00 


50.64 


84.66 


15.00 


50 97 


Of* ,ZJ 


15.00 


50.68 


84.96 


15.00 


49.17 


84 . 30 


15.00 


48.99 


82.78 


15.00 


48.24 


84.90 


15 r 00 


47.59 


82.36 


15.00 


51.58 


83.05 


15.00 
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TABLE1 

82 ASP CA -1.04 . 51.93 -.82^6 MWm'^ k- 

82 ASP C -1.89 50.76 82. 07 i 15;00 

82 ASP O -1.38 49.69 81.71 15.00 

82 ASP CB -0.93 52.93 81.42 15.00 

82 ASP CG -0.47 54 .29 81. 87 15.00 



82 ASP OD1 -0.66 54 .63 83.06 15 , 00 
82 ASP OD2 0 .08 55.02 81;02 iSvOO 

15.00 
15.00 



83 SER N ; -3. 20 50.96 82.05 
83 SER CA -4.12 49.95 81.56 

83 SER C -4.32 50.20 80.07 15.00 

15.00 
15.00 



83 SER O -4.22 51.34 79.61 

83 SER CB -5.46 50.02 82.32 

83 SER OG -6.06 51.30 82.22 15.00 

15.00 
15.00 
15.00 
157- ' 



84 GEO N -4.61 49.14 79 . 32 

84 GLU CA -4.81 49.22 77.86 

84 GLO C -5.66 50.40 77.38 

84 GLU O -5.20 51.19 76.57 

84 GLU CB -5.39 47.91 77.33 15.00 

15.00 
15.00 



84 GLU CG -5.73 47.89 75.85 

84 GLU CD -4.51 47.97 74.94 

84 GLU OE1 -3.51 47.25 75.17 15 .00 

84 GLU OE2 -4.57 48.74 73.96 15.00 

85 ASP N -6.87 50.53 77.90 15.00 
85 ASP CA -7. 72 51 .61 77.45 15.00 
85 ASP C -7.12 52.99 77.70 15.00 
85 ASP O -7 .49 53 .97 77.03 15.00 
85 ASP CB -9.10 51.52 78.07 15.00 
85 ASP CG -10. 07 52 .52 77.46 15.00 
85 ASP OD1 -9.97 52.79 76.24 15.00 

85 ASP OD2 -10.93 53.06 78.21 15.00 

86 ALA N -6.18 53.08 78.64 15.00 
86 ALA CA -5.54 54.36 78.93 15.00 
86 ALA C -4.30 54.57 78.04 15.00 
86 ALA O -3.90 55.70 77.78 15.00 

86 ALA CB -5.16 54.45 80.40 15.00 

87 TYR N -3.74 53.48 77.53 15.00 
87 TYR CA -2.56 53.54 76.67 15.00 
87 TYR C -2.69 52.41 75.64 15.00 
87 TYR o -1-98 51.39 75.73 15.00 

15.00 
15.00 



87 TYR CB -1.32 53.33 77.55 

87 TYR CG -0,03 53.89 77.01 

87 TYR CD1 0.20 53.99 75.64 15.00 

87 TYR CD2 0.99 54.29 77.89 15.00 

87 TYR CE1 1.41 54.47 75.16 15.00 



tj. 



TABLE I 



87 TOR CE2 


2.20 


54.77 


77 41 


1 c nn 
xo • uu 


87 TYR CZ 


2 .41 


54 . 86 


7fi n'5 

•• # o • uo 


1 c nn 
xo . UU 


87 TOR OH 
8 i3 iPRO N 


3.61 
-3 GO 


55 

50 5fl 


7*\ c.7 
/ o • o / 

7 A CC 


it AA 

XO . 00 


88 PRO CA 


-3 .93 


51 ft ft 


74 » oo 

/J..OO 


15.00 
15 .00 


88 PRO C 


-2 . 80 


51 99 

wX* 


79 ft1 


xo . 00 


88 PRO O 


-2 : 08 


59 05 


79 ftft 


7-C AA 

XO; 00 


88 PRO CB 


-5 01 


59 4 V 


79 70 


15.00 


88 PRO CG 


-5 .64 


5*5 90 


"7*3 0>! 

/o • o4 


15. 00 


88 PRO CD 


-4 i 42 


5 T fill 


. / ^ft • O ft 


; 15; OO 


89 TOR N 


-2.74 


4Q Q9 


77 


15.00 


89 TOR CA 


' * .•. -•* x ■ 


;•; !» If • . Op ■ 


•7.1 '. .-.'-A-D: 

/X . 4o 


15.00 


8 9 TOR C 


-i AT 

Xf^vJ 


- AO: *JQ 


70 ♦01 


15 . 00 


89 TOR 6 


-2 46 


•• 4<V ' 11 : 


•-•iC-O'* 71 ' 

, :OSf.y 2X, 


15.00 


89 TYR feB 






• • •7*1 -c"^ ■■■ 

71 v 56 


15>00 


89 TOR GG 




* / • lO: 


70 . 92 


15. 00 


89 TOR GDI 


n 75 




■ -.7:1. -.07Y. : 

/ x . JO 


15.00 


89 TOR GD2 


-0.66 


Aft 94 


oof. Of x 


15 . 00 


89 TOR CEl 


1 go 


.»./ . u / 


/ 0 ... o9 


15.00 


89 TOR GE2 


0 47 




CO *>o 
op , Z o 


15. 00 


89 TOR CZ 


1 74 


A (y \ "3 


oy . jbo 


15 .00 


89 TOR OH 


2 ,87 


: 45 ::: - ft5 


ft 6 ho 
Oj . Uo 


•■ 1 C : A A 

15 .00 


90 VAL N 




50" ftfl 


: CO cc 
O 0* . O O 


11- 'A A 

15.00 


90 VAL CA 


' -1 25 ' 


51 An 


co *io 


15.00 


90 VAL C 


-0 55 


civ * «;i 


C*? 0"3 

0 / .23 


15. 00 


9 0 VAL 0 


- 6 S3 


Jw » Oj 


c c ri *5 
OO . Uo 


15. QO 


90 VAL CB 




59 -ft'* 


Co 71. 

00 .21 


15. 00 


90 VAL CGI 




■cV' -71 

■.OJ;. /X 


C O 7 ft 

o9 .28 


15 .00 


90 VAL CG2 




59 fin 

• OU 


OO . OO 


15.00 


91 GLY N 


0.37 


AO CC 

*>• oo 


• ft*7 CA 

.0 / . o4 


i e Art- 

15 . 00 


91 GLY CA 


i oi 


4 ft 7 "7 


CC C"7 • 
OO.O / . 


15.00 


91 GLY C 


2^38 


AO: 17 

J ... X /■: 


ft ft 1 ft 

O O . xo 


.AA 

15.00 


91 GLY O 


2 89 

X *. v » 


AO 57 


ftc 7n • 
00.20 ; 


i e ' a a 


92 GLN N 


3 00 




ftC *77 

0,0 . / / . 


■ Art 

15 .00 


92 GLN CA 


4 39 


c,n c-i 


cc 0 c 
00 . 35 • 


15. 00 


92 GLN C 


4 9fi 


m T>i 

01 . j4 


67 . 52 


15 . 00 


92 GLN O 


4 


CI CI 
Oi . OX 


CO- CT 

68 . 57 


15.00 


92 GLN CB 


4 21 

■ ~ •• • x. 


51 5T 

OX * OJ 


C C 7 "5 
OO • XJ 


1 rr Art'- 

15 .00 


92 GLN CG 


3.46 


52.85 


65.38 


15.00 


92 GLN CD 


3 .28 


53.70 


64 .12 


15.00 


9 2 GLN OE1 


3.93 


54.73 


63 . 94 


15.00 


92 GLN NE2 


2.39 


53.25 


63.25 


15.00 


93 GLU N 


6 . 19 


51.79 


67.34 


15.00 


93 GLU CA 


6 .90 


52.49 


68.39 


15.00 



»1 
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93 GLU C 
93 GLU 0 
93 GLUCB 
. 93 GLU CG 
93 GLU CD 
93 GLU OE1 

93 GLU OE2 

94 GLU N: 

. 94 GLU CA 
.. 94 GLU C 
■ -j :94:-i<3^;;:^-t. ; ; 
94 GLU CB 
94 GLU CG 
94 GLU CD 

94 GLU OE1 
' 94 GLU OE2 

95 SER CA 
: : ;$5 SER : : ;C ; : 

95 SER 0 
7: : 95- SER CB 

■ 95 SER OG 

96 CYS N 

. . 96 CYS CA 
96 CYS C ; 

96 CYSr O: 

. 96 CYS CB: 
' 96 CYS SG 
91 MET N 

97 MET; CA 
97 MET C 
97 MET O 
97 MET CB 
97 MET CG 
97 MET SD 

97 MET CE 
9 8 TYR N 

98 TYR CA 
98 TYR C 
98 TYR O 
98 TYR CB 
98 TYR CG 
98 TYR GDI 
98 TYR CD2 



TABLE 

6.60 53.99 
6.84 54v67 
8.41 52.27 
8.80 50.81 
10.30 50.60 
10.85 50.53 
10.93 50.50 
6.08 54,49 
5.76 55.90 

6.54 56^47 

7.40 55.80 

4.27 56,10 

3.45 56.13 

1.96 56.28 

1.48 55.64 

. 1.27 57.03 

6.22 57.71 

6,84 58,41 ' 

6.16 57.91 

4.92 57.82 
6.63 59: 93 
5.25 60.23 

6.96 57.55 
6.44 57.04 
5.44 58.02 
5 . 84 59 .03 
7 . 59 56^77 
7.00 56.38 

4.15 57.73 
3.06 58.55 
2.40 58.00 

1.16 57.90 

1.97 58.73 
2.36 59.52 
1.29 58.98 

•0.36 59.43 

3.20 57 ,65 

2.67 57.13 

1.93 58.21 
2.48 59.26 
3.78 56.51 
3.32 56.04 
3,24 56.92 
2.95 54.72 



90 



68.38 15.00 

67.38 15.00 

68.23 15.00 

68; 17 15.00 

68.23 15.00 

69.35 15.00 

67.15 15.00 

69 .49 15. 00 

69.63 15,00 

70.80 15.00 

71.37 15.00 
69 . 86 15.00 
68.58 15.00 
68.85 15.00 

69.81 15.00 

68.11 15.00 
71,14 15.00 
72.26 15.00 
73 . 52 15.00 
73.58 15.00 

72.12 15.00 
71.89 15.00 
74.51 15.00 
75.77 15.00 

76.39 15.00 
76.95 15 .00 
76 . 74 15.00 

78.40 15.00 
76.21 15.00 
76.74 15.00 
78.01 15.00 
78.06 15.00 
75.69 15.00 
74.45 15.00 
73.09 15.00 
73.71 15.00 
79.01 15.00 
80.26 15.00 
81.06 15.00 

81.38 15.00 
81.11 15.00 
82.48 15.00 
83.56 15.00 
82.69 15.00 
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98 TYR CEl 2.81 

98 TYR GE2 2.52 

98 TYR CZ 2.45 

98 TYR OH 2 . 02 

99 ASN N Q.69 
99 AOT GA -0 .14 
9? ASN C -0.54 
99 ASN O 



99 ASN CB 


-1.37 


99 ASN CG 


-2.38 


99 ASN ODl 




>99 ASN ND2; 


-1 -3.66 


100 PRO N 


-0 . 02 


100 PRO CA 


-0r3O 


100 PRO C 


'■ -1.77 


100 PRO O 




100 PRO: CB 


;"■ : ■■0:;:45 : 


100 PRO ;GG 


1>58 


100 PRO GD •' 


0.86 


101 TOR N 


-2.53 


101 TOR ;CA 


-3.96 


101 THR C 


-4.56 


101 TOR O 


-5.64 


101 TOR CB 


-4.63 


101 TOR OG1 


-3.86 


101 TOR GG2 


-6.03 


102 GLY N 


-3 .86 


102 GLY CA 


-4.33 


102 GLY C 


-3.55 


10 2 GL Y O 


'.• -3.52 


103 LYS N 


-2.90 


103 LYS CA 


-2.15 


103 LYS C 


-3.12 


103 LYS O 


- -4.26 


103 LYS CB 


' -1.13 


103 LYS CG 


-1.51 


103 LYS GO 


-0.97 


103 LYS CE 


-1.39 


103 LYS NZ 


-1 ,11 


104 ALA N 


-2 . 68 


104 ALA CA 


-3 .55 


104 ALA C 


-2.86 


104 ALA O 


-3 .52 


104 ALA CB 


-4.37 
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TABLE I 

56.49 84 . 80 15.00 

54.29 83.95 15.00 

55.18 84.99 15.00 

54.77 86.22 15.00 

57.92 81.43 15.00 

58.84 82.20 15.00 

58.20 83.54 15.00 

57.23 83.58 IS. 00 

59.22 81.36 15. 00 
60.08 82.13 15 . 00 

60.89 82.99 15.00 

59.90 81.80 15.00 
58.74 84.65 15.00 

58.24 86.00 15.00 

58.23 86.33 15.00 
57.46 87.19 15.00 
59.22 86.90 15 . 00 
59.70 86 .02 15.00 
59.92 84.71 15.00 
59.08 85.65 15.00 
59.13 85.89 15.00 
57.81 85.43 15.00 

57.43 85.89 15.00 

60.25 85.10 15.00 
61.45 85.21 15.00 
60.52 85.66 15.00 
57.13 84.52 15.00 
55.86 84.01 15.00 
54.62 84.42 15.00 
53.65 83.67 15.00 
54.62 85.59 15.00 

53.44 86.02 15.00 
52.35 86.50 15.00 
52.65 86.86 15.00 
53.83 87.11 15.00 
53.50 88.56 15.00 
52.13 88.98 15,00 
51.77 90.40 15.00 
50.35 90.75 15.00 
51.10 86.52 15.00 
50.01 86.96 15.00 
48.86 87.68 15.00 
47.92 88.12 15.00 
49.49 85.79 15.00 



I 
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TABLE I 



105 ALA N 


-1,55 


48.92 


87 ft9 


1 <s rin 
±3 . uu 


105 ALA €A 


-6.83 


47.87 




1C, nn 


105 ALA C 


0.53 


48.36 


88 97 


1 5 no 
xd . uy 


105 ALA 0 


1.06 


49.35 


88.44 


15 00 


105 ALA CB 


-0.67 


46 68 


87 59 


15 no 

X-* - V/U 


106 LYS N 


1.07 


47 .69 


V . \J \J 


lj . uu 


106 LYS CA 


2.39 


48.03 


90.56 


15 no 


106 LYS G: 


3.24 


46.76 


90 62 


1C Art 

Ij. uu 


106 LYS 0 


2.73 


45.65 


90 44 


1 «t nn 


106 LYS CB 


2.24 


48.66 


91 PS 


1j . UU 


106 LYS CG 


1.78 


50.12 


91 94 


1 ^ hn 

XD . UU: 


[106 LYS GD 


l;32 


50. 56 


93 31 


i r nn 

XD • u u. 




2.44 


50. 52 


94 14 


It AA 

ID . UU. 


106 LYS NZ 


3 .48 


51.56 


94 Ofi 


XD . UU 


107 GYS N 


4.54 


46.92 


90 Qfl 


XD . UU 


107 GYS CA 


5.42 


45.76 


qo on 

-7U • Z7U 


i c nn 


107 GYS C 


6.51 


45 83 




i tr nn 

x> : . UU 


107 GYS 0 


7.16 


46.86 




it nn 
XD . UU 


107 GYS CB 


6. 07 


45 65 




rc nn 
XD.UU 


107 CYS SG 


6.62 


44 .03 


8Q 0 7 


XD . UU 


108 ARG N 


6.70 


44.73 


. on 


1 c nn 
XD . uu 


10 8 ARG CA 


7 . 71 


44 . 62 


91 74 


i ^ nn 

ID. UU 


108 ARG C 


8.93 


43.86 


93.19 


15.00 


108 ARG 0 


9 .61 


43 .14 


93 . 93 


15.00 


108 ARG CB 


7.16 


43.87 


94.96 


15.00 


108 ARG CG 


6.08 


44.58 


95.79 


15 . 00 


108: ARG CD 


5.41 


43.58 


96 .74 


15.00 


108 ARG ME 


6.38 


42.60 


97.25 


15.00 



108 ARG CZ 


6.16 


41 


.29 


97 


.39 


15.00 


108 ARG NH1 


4.99 


40 


.74 


97 


.08 


15 .00 


108 ARG NH2 


7.16 


40 


.52 


97 


.80 


15.00 


109 GLY N 


9.21 


44 


.02 


91 


.90 


15 .00 


10? GLY CA 


10.34 


43 


.34 


91.30 


15.00 


109 GLY C 


9.92 


42 


.13 


90 


.50 


15.00 


109 GLY O 


8.77 


42 


• PI 


90 


.10 


15 .00 


110 TYR N 


10.86 


41. 


.22 


90 


.29 


15 .00 


110 TYR CA 


10.59 


39. 


.99 


89 


.54 


15.00 


110 TYR C 


11 .44 


38 


82 


90 


.02 


15 .00 


110 TYR 0 


12.41 


38. 


99 


90 


.75 


15.00 


110 TYR CB 


10 . 85 


40. 


21 


88. 


.05 


15.00 


110 TYR CG 


12.30 


40. 


42 


87. 


.70 


15.00 


110 TYR GDI 


13.13 


39. 


33 


87. 


.46 


15.00 


110 TYR CD2 


12. 82 


41. 


70 


87. 


.58 


15.00 


110 TYR CE1 


14.46 


39. 


52 


87. 


.10 


15.00 
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TABLE I 

110 T5fR CE2 14.14 41.89 87.22 15.00 

110 TOR C2 14.95 40.80 86.98 15.00 

110 TYR m 16,25 40.99 86.61 15.00 

111 ARG N : 11.13 37.63 89.52 15.00 
111 ARG CA 11.87 36.45 89.91 15.00 
111 ARG C 11.88 35.46 88.75 15.00 
111 ARG 0 10.90 35.34 88.03 15.00 
111 ARG CB 11.23 35.85 91.16 15.00 
111 ARG CG 12.14 34.90 91.88 15^00 
111 ARG CD 11.70 34.66 93.31 15.00 
111 ARG NE 12.85 34.20 94.09 15.00 
111 ARG CZ 13 . 87 34.98 94.44 15.00 
111 ARG NH1 13,87 36.28 94.12 15.00 

111 ARG NH2 14.89 34.48 95.13 15.00 

112 GLU N 13.00 34.76 88,58 15.00 
112 GLU CA 13.15 33.79 87.50 15.00 
112 GLU C 13.25 32.35 87.94 15.00 
112 GLU 0 13.55 32.06 89.11 15.00 
112 GLU CB 14.38 34.11 86.66 15,00 
112: GLU CG 14.35 35.49 86.11 15.00 
112 GLU CD 15.46 35.72 85.14 15.00 
112 GLU OE1 15.30 35.30 83.97 15.00 

112 GLU OE2 16.49 36.31 85.56 15.00 

113 ILE N 12.98 31.46 86.99 15.00 
113 ILE CA 13.02 30.03 87,20 15.00 
113 ILE C 14,46 29.65 86.91 15.00 
113 ILE O 15.13 30.34 86.15 15.00 
113 ILE CB 12.04 29.30 86.23 15,00 
113 ILE CGI 10.60 29.50 86.70 15.00 
113 ILE CG2 12.36 27.81 86.13 15 00 

113 ILE CD1 10.10 30.93 86. 6S 15.00 

114 PRO N 15.01 28.64 87.60 15.00 
114 PRO CA 16.40 28.30 87.29 15.00 
114 PRO C 16.50 27.74 85.87 15.00 
114 PRO O 15.74 26.85 85.48 15.00 
114 PRO CB 16.77 27.29 88.39 15.00 
114 PRO CG 15.46 26.66 88.76 15.00 

114 PRO CO 14.52 27.85 88.75 15,00 

115 GLU N 17.41 28.32 85.09 15.00 
115 GLU CA 17 . 61 27 . 97 83. 68 15 .00 
115 GLU C 17.55 26.49 83.35 IS. 00 
115 GLU O 18.36 25.70 83.84 15.00 
115 GLU CB 18.93 28.56 83.15 15.00 
115 GLU CG 18.92 30.09 82.86 15.00 



TABLE! 



115 GLU CD 20.11 

115 GLU OE1 20.75 

115 GLU OE2 20.39 

116 GLY N 16 . 55 



116 GLY CA 


16.41 


116 GLY C 


15.76 


116 GLY O 


15.81 


117 ASN N 


15.13 


117 ASN CA 


14.47 


117 ASN C 


12.97 


117 ASN 0 


12.28 


117 ASN CB 


14 . 77 


117 ASN CG 


14.21 


117 ASN dpi 


13.32 


117 ASN ND2 


14.72 


118 GLU N 


12 . 47 


118 GLU CA 


11.05 


118 GLU C 


10.22 


118 GLU 0 


9.16 


118 GLU CB 


10.75 


118 GLU CG 


10.96 


118 GLU CD 


10.34 


118 GLU OE1 


9.11 


118 GLU OE2 


11.08 


119 LYS N 


10.73 


119 LYS CA 


10.00 


119 LYS C 


9.79 


119 LYS 0 


8.78 


119 LYS CB 


10.68 


119 LYS CG 


9.94 


119 LYS CD 


10.13 


119 LYS CE 


9.28 


119 LYS NZ 


9.62 


120 ALA N 


10.73 


120 ALA CA 


10,61 


120 ALA C 


9.57 


120 ALA O 


8.72 


120 ALA CB 


11.93 


121 LEU N 


9.62 


121 LEU CA 


8. 66 


121 LEU C 


7.23 


121 LEU O 


6.34 


121 LEU CB 


8.94 


121 LEU CG 


7.91 



30.56 81.97 15 .00 

29.70 81.31 15.00 

31.79 81.92 15.00 

26.11 82 .56 15.00 

24.74 82.12 15.00 

23.78 83.08 15.00 

22.56 82.88 15.00 

24.31 84.11 15.00 

23.47 85.10 15 .00 

23.47 84.87 15.00 

24.43 85.22 15.00 

23 . 97 86.51 15.;O0 

23 . 05 87 . 58 15.00 

22.23 87.32 15.00 

23.19 88.80 15.00 
22.38 84.29 15.00 
22.27 84.03 15.00 
22.01 85.27 15.00 
22.60 85.42 15.00 

21.20 82.99 15.00 
21.66 81.56 15.00 
20.72 80.56 15; 00 
20.82 80.33 15.00 
19 . 88 80.01 15 .00 

21.18 86.18 15 . 00 
20.87 87.41 15.00 
22.11 88.28 15 . 00 

22.21 88.98 15 . 00 
19.76 88.21 15. 00 
18.40 88.14 15.00 
17 . 64 86.81 15.00 
16.35 86.76 15.00 

15.29 87.79 15.00 
23.04 88.21 15.00 

24.30 88.94 15.00 
25.15 88.23 15.00 
25.75 88.88 15.00 
25.04 88.99 15.00 

25.19 86.89 15.00 
25.96 86.09 15.00 
25.51 86.39 15.00 
26.34 86.52 15.00 
25.82 84.58 15.00 
26.43 83.60 15.00 
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TABLE I 




121 LED CD1 


8.09 


27.93 


83 .52 


15.00 


121 LEU CD2 


8. 08 


25.84 


82-22 


15.00 


122 LYS N 


7.02 


24.21 


86 . 51 


15 . 00 


122 LYS CA 


5.69 


23.70 


86.81 


15.00 


122 LYS C 


5.24 


24.18 


88.19 


;, is.oo 


122 LYS 0 


4.07 


• ' 24.52 


88.38 


15 . 00 


122 LYS CB 


5.66 


22.17 


86.76 


15.00 


122 LYS CG 


4.31 


21.58 


87.17 


15.00 


122 LYS CD 


4.36 


20.07 


87.30 


15.00 


122 LYS CE 


5.50 


19.63 


88.22 


15.00 


122 LYS NZ 


5.63 


18.14 


88.27 


15.00 


123 ARG N 


r 6.16 


,.' 24.19 


89 . 15 


15.00 


123 ARG CA 


5.84 


24.63 


90.51 


15 .00 


123 ARG C 


5.51 


26.11 


90 . 47 


15.00 


123 ARG 0 


4.53 


26.54 


91.07 


15.00 


123 ARG CB 


6.99 


24.36 


91.49 


15.00 


123 ARG CG 


7.32 


22.88 


91 .65 


15.00 


123 ARG CD 


8.14 


22.58 


92.89 


15.00 


123 ARG NE 


9.59 


22.54 


92.68 


15.00 


123 ARG CZ 


10.40 


23.60 


92.76 


15.00 


123 ARG NH1 


9.92 


24.80 


93.04 


15.00 


123 ARG NH2 


11.71 


23.43 


92.63 


15 .00 


124 ALA N 


6.30 


26.87 


89.73 


15.00 


124 ALA CA 


6.09 


28.30 


89.58 


15.00 


124 ALA C 


4.72 


28.57 


88.98 


15.00 


124 ALA 0 


3.98 


29.41 


89.47 


15.00 


124 ALA CB 


7.19 


28.91 


88.71 


15.00 


125 VAL N 


4.37 


27.84 


87. 92 


15.00 


125 VAL CA 


3.07 


28.02 


87.28 


15.00 


125 VAL C 


1.95 


27. 63 


88.24 


15.00 


125 VAL 0 


0.88 


28.23 


88 . 22 


15.00 


125 VAL CB 


2.96 


27.17 


85.98 


15.00 


125 VAL CGI 


1.52 


27.07 


85.51 


15.00 


125 VAL CG2 


3.78 


27.79 


84.88 


15.00 


126 ALA N 


2.21 


26.64 


89.08 


15.00 


126 ALA CA 


1.22 


26.16 


90.04 


15.00 


126 ALA C 


1.10 


26.92 


91.36 


15.00 


126 ALA 0 


0.03 


26.95 


91 . 97 


15.00 


126 ALA CB 


1.43 


24.68 


90.31 


15.00 


127 ARG N 


2.20 


27.51 


91.82 


15.00 


127 ARG CA 


2.21 


28 .25 


93 . 07 


15.00 


127 ARG C 


1.97 


29.74 


92.86 


15.00 


127 ARG 0 


1.45 


30.43 


93.75 


15.00 


127 ARG CB 


3.55 


28.07 


93.81 


15.00 
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TABLE I 

127 ARG CG 
127 ARG GD 
127 ARG NE 
127 ARG CZ 



127: ARG NH1 


5.03 


23.27 


95.29 


15 .00 


127 ARG NH2 


:' : -.^.::04;i 


L 24.2? 


95.69 




128 VAt N 


2>3l 


30.23 


91.69 


15 00 


128 VAL CA 


2v22 


31.64 


91.36 


15 00 

W • \J\J 


128 VAL C 


1.08 


31.86 


90.37 


15 OO 


128 VAL 0 


0.06 


32.47 


90 .67 


i nn 


128 VAL GB 


3.53 


32.20 


90.78 


ic nn 


128 VAL CGI 




33.72 


on 75 


i c . nn 
io • u u 


128 VAL GGi2 


\ 4;'.'7Zy- 


31.71 


91 50 

. ^ J. . JO 


i c nn 


129 GLY N 


/': :: :i;;5^v 


•x: 31 : ..35 :: : 




ic «n 
lO . uu 


129 GLY CA 


0.26 


31.49 


88 14 


u nn 


129 GLY G 


6.98 


31.73 


86 .84 


15 on 


129 GLY 6 


•2; 11 


31.28 


86 67 


15 nn 
i3. yu 


130 PRO N 


0.36 


32. 47 


85 91 


15 on 


130 PRO GA 


0-96 


32:76 


84. 62 


15 on 


130 PRO C 


2.37 


33.32 


84 .72 


15 on 


130 PRO 0 


2.6Q 


34.37 


85.32 


15: on 


130 PRO GB 


-0v03 


33.76 


84.02 


15 # oo 


130 PRO GG 


-1.33 


33.27 


84.53 


15 00 


130 PRO CD 


-1.00 


33.01 


85.99 


15 00 


131 VAL N 


3.32 


32.57 


84.15 


15 .00 


131 VAL CA 


4.72 


32.96 


84.13 


15. 00 


131 VAL C 


5. 09 


33.29 


82 . 67 


15 . 00 


131 VAL O 


4.48 


32.77 


81.73 


15 .00 


131 VAL: GB 


5.63 


31.83 


84.73 


15. 00 


131 VAL CGI 


5v57 


30. 58 


83.89 


15-. 00 


131 VAL CG2 


7.07 


32 .28 


84 .86 


15.00 


132 SER N 


6.03 


34.23 


82 .49 


15.00 


132 SER CA 


6.49 


34.64 


81.17 


15 oo 


132 SER C 


7-58 


33,70 


80 .71 


15 00 


132 SER 0 


8.60 


33.56 


81.40 


15.00 


132 SER CB 


7,08 


36.05 


81.25 


15.00 


132 SER OG 


6.16 


36.98 


61.80 


15. 00 


133 VAL N 


7.39 


33.03 


79.58 


15.00 


133 VAL CA 


8.39 


32.10 


79.03 


15.00 


133 VAL C 


8.84 


32.58 


77.67 


15". 00 


133 VAL O 


8.20 


33.43 


77.06 


15.00 


133 VAL CB 


7.86 


30.66 r 


78.87 


15.00 


133 VAL CGI 


8.20 


29.83 


80.07 


15.00 


133 VAL CG2 


6.37 


30.65 


78.66 


15 . 00 



u 



3.44 
3.83 
5.24 
5.76 



27.25 
25.82 
25. 57 
24.37 



95. 07 
94.84 
95.18 
95.39 



15 . 00 
15 .00 
15.00 
15.00 
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. . .. 134 ALA N 
134 ALA GA 
134 AIA C 

134 ALA Q 

: -:' : 1&45 Ai%:CT 

135 ILE N 
135 ILE!? Ci 
135 ILE C 

135 ile: o 

:•: 135 ILE CiB 
135 ILE CGI 

135 ILE CG2 
115 ILE GDI 

136 ASP ;n 
136: ASP CA 
136 ASP G 
136 ASP 1 0 
136 ASP GB 
136 ASP CG 

136 ASP GDI 

137 ALA 
137 ALA CA 
137 ALA G 
137 ALA O 

137 ALA CB 

138 SER N 
138 SER CA 
138 SER C 
138 SER O 
138 SER GB 

138 SER OG 

13 9 LEU N 

139 LED GA 
139 LED C 
139 LEU O 
139 LEU CB 
139 LEU CG 
139 LEU GDI 

139 LEU GD2 

14 0 THR N 

140 THR CA 
140 THR C 
14 0 THR O 
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TABLE! 



9 .98 


TO Oft 


77 71 


1 c An 


10; 51 


32 42 


75 ftQ 
jo* oy 


|C f\f\ 

±D • UU 


10-. 71 


31 Oft 


7 5 70 


tc An 


10!i9i 


30 09 

■ •• . V.-'*, u j 


75 ftQ 


ic An 


11.81 


33 16 


76 01 


1 ^ on 

1j . UU 


10 .58 


3102 


73 88 


1 f\ on 

XD> UU 


"'• ; i6;;$?7;4-' : ' 


• >;':-2s'. 75 


73 17 


1 c; n n 

Xj . UU 


•vii : ^25 ::: - : 


29 03 


71 7A 


it nn 


'> ; ilii':$ : 4". 


31 04 


71 29 
/ x • ^y 


1 c fin 
lO.UU 


9.39 


29 00 


7? OR 


1 C An 
ID . 00 


'^•:;8:v32::..- 


29 93 


77 47 


1 c An 
15 . 00 




28 ^9 


7 A ** 7 


15 .00 


.: v : ;7-^oi: - 


29 2fi 


77 1 


i c An 
15.00 


• ll" "-37 " •' 


5* 8 ft in 


"71 A V! 
/1.U4 


15.00 


11 an 


-■■••5 O • •/. / 




15.00 


10.54 


2ft Rft 


co on 


i':C A n 
15 . 00 


i cy 0 2 


27 47 


DO . O / 


1 c An 
15 . 00 


12V79 


27 62 

■■•46./ » U4 


oy . jo 


1 c An 
15 . 00 


13. 23 


27 : R7 


co 00 

O / .. 027 


1 c nn 
15 . 00 




OQ CI 
^SO . O X 


..CO OA 


1 C A A 

15. 00 


13 64 


i> 6 4 Q 


£7 


ic An 
15 .00 


10.05 


79 fift 


co 0/ 

DO • -64 


1 c An 
15.00 


' : S8^ : 87-" : ' '■' 


29 65 


£7 A T i 


1 n An 
15 .00 


.." 9.23 . 


29 70 


re 01 


1 C A A 

15 . UU 


8 38 


30 00 

J V. .;vU 


£.5 h7 
03 . u / 


i c An 
15 . OU 


7.97 


30.81 


67 79 

0 ./ • ./ y 


1 *\ n n 

13 . UU 


10.47 


29135 


6^ ^7 


1 c on 

ID . UU 


10.91 


29 3ft 


fiA 1ft 


1 c nn 
13 . UU 


10 . 40 


28 27 


£7 7ft 


| C A A- 

15 . UU 


10.47 


28 39 


A 7 OA 


'1 C A A 

15 . UU 


12 43 


29 40 


CA 1 ft 
D4 • ±{J 


1 C A A 

15 . 00 


12 93 


30 59 


C A CO 
04 . DO 


' 1 : "C A A - 

15.00 




27 22 


O J . O / 


1 C A'A 

15. 00 


9 36 


26 07 


CT 1 O 


1 C A A 

15 .00 


8 .06 


26 32 


C 7 ^ C 
OA. JD 


■1 C A A 

15 . 00 


7 . 07 


26 74 


CO: OA 

O-d-. S?4 


1 C A A 

15 i 00 


9 17 


24 ft £ 

■&*km OO. 


C/1 A/! 

o4 . U4 


1 : C A A 

15 . 00 


in 77 


■ OA >i o 
*4 ; 43 


65-. 02 


15.00 


11.61 


24.35 


64.30 


15.00 


10.33 


25 .54 


66.14 


15.00 


8.06 


26.00 


61.06 


15.00 


6.87 


26.19 


60.24 


15.00 


5.73 


25.38 


60.86 


15.00 


4.56 


25.75 


60.77 


15.00 



1> 



W0 97/16177 



PCTAJS96/17512 







TABLE I 




140 THR CB 


7.09 


25.72 


58.78 


15.00 


14d Tim OGl 


8.35 


26.21 


58.30 


15,00 


140 THR CG2 


6.00 


26.29 


57.88 


15.00 


141 SER N 


6.11 


24.29 


61.54 


15.00 




5 .14 


23.42 


62,20 


15.00 


141 SER C 


4.49 


24.13 


63.38 


15.00 


,•; 'i4lV ; ^^ Q : -. : ; : 


3.32 


23.91 


63.69 


15 .00 


141 ••SER;-, ; GB- 


5,83 


22.12 


62.64 


15,00 


141 6$ 


••; 7 .14 


22.36 


63.15 


15.00 




5 .25 


25 : 01 


64.02 


15 .00 




4.74 


25.76 


65.15 


15,00 




3.80 


26,83 


64 .66 


15.00 




2.78 


27^12 


65.30 


15. 00 




5:88 


26.41 


65 .94 


15 . 00 




5.41 


27.24 


67. 09 


15.00 


142 PHE GDI 


5.07 


28.58 


66 .91 


15.00 




;5.31 


26.70 


68.37 


15.00 


142 PHE CT1 


4.64 


29.36 


67.97 


15.00 


142 GE2 


4;89 


27.47 


69.44 


15.00 


142 PkE C2 


4.55 


28.81 


69 .24 


15; 00 




4.13 


27.43 


63.52 


15. 00 




3.31 


28.49 


62.99 


15.00 


143 GLN C 


1.93 


28.03 


62. 57 


15.00 


14 3 GLN 0 


0.95 


28 .72 


62.84 


15.00 


14 3 G LN CB 


4.05 


29.25 


61. 89 


15.00 


14 3 GLN CG 


5.12 


30.14 


62.48 


15.00 


143 GLN CD 


6.22 


30.52 


61.51 


15. 00 


143 GIJJ: OE1 


5.97 


31.14 


60.47 


15 ,00 


143 G^: iNE2 


7.45 


30.19 


61, 86 


15.00 


144 


1.84 


26.82 


62.00 


15.00 


144 PHE icA 


0.54 


26.30 


61. 57 


15.00 


144 PHE C 


-0.14 


25.30 


62.52 


15.00 


144 PHE 0 


-1.02 


24.53 


62.12 


15.00 


14 4 PHE • CB 


0.56 


25.79 


60.11 


15 .00 


144 PHE CG: 


1.57 


24.68 


59.84 


15.00 


144 PHE < CD1 


1.63 


23.54 


60.63 


15.00 


14 4 PHE CD2 


2.40 


24.75 


58.73 


15 . 00 


144 PHE OE1 


2.50 


22.49 


60. 32 


15. 00 


144 PHE CE2 


3.27 


23 . 71 


58.42 


15. 00 


144 PHE CZ 


3.32 


22.58 


59.22 


15.00 


145 TYR N 


0.27 


25.33 


63.79 


15.00 


145 TYR GA 


-0.30 


24.45 


64,81 


15.00 


145 TYR C 


-1.80 


24.73 


64,93 


15.00 


145 TYR O 


-2.22 


25.89 


64.92 


15.00 



WO 97/16177 



PCT/US96717512 







TABLE I 




145 TYR CB 


0.36 


24.72 


66.17 


15.00 


145 TYR CG 


-0.43 


24.13 


67.33 


IS. 00 


145 TYR CD1 


-0.28 


22.79 


67.70 


15.00 


145 TYR CD2 


' -1-38 


24.90 


68.01 


15.00 


145 TYR CE1 


-1.05 


22.23 


68.70 


15.00 


145 TYR CE2 


-2 .15 


24.35 


69.01 


15.00 


145 TYR CZ 


-1.99 


23.01 


69.35 


15. do 


145 TYR OH 


-2 .76 


22.46 


70.34 


15.00 


146 SER N 


-2 . 60 


23.68 


65.08 


IS. 00 


146 SER CA 


-4 .04 


23.84 


65.20 


15.00 


146 SER C 


-4.65 


22.98 


66.30 


15.00 


146 SER 0 


• -5.72 


23,29 


66.81: 


15,00 


146 SER CB 


■ >• - 4 >- 74 : - 


23.59 


63.84 


15.00 
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147 LYS N 


:. : -3.96 


21.91 


66.67 


15.00 


147 LYS CA 


' : Vr4V48::' 


21,04 


67.73 


15.00 


147 LYS C 


-3 . 46 
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68,23 


15 . 00 


147 LYS 0 


-2.52 


19.67 


67.51 


15,00 


147 LYS CB 


-5 : 79 


20.37 


67.27 


15.00 


147 LYS CG 


-5 .76 


19.70 


65.88 


15,00 


■ 147 LYS CD 


\ -7.11 


19.05 


65.50 


IS. 00 


147 LYS CE 


-7 .19 


18.65 


64.01 


15.00 


147 LYS NZ 


-7.28 


19.82 


63.07 


15. 00 


148 GLY N 


-3.63 


19.55 


69.48 


IS. 00 


148 GLY CA 


-2.75 


18.55 


70 .07 


15.00 


148 GLY C 


-1.56 


19.09 


70.85 


15.00 


148 GLY 0 


-1.43 


20.29 


71.06 


15.00 


149 VAL N 


-0.71 


18.18 


71.31 


15.00 


149 VAL CA 


0.50 


18.54 


72,07 


15.00 


149 VAL C 


1.66 


18.70 


71,06 


15.00 


149 VAL 0 


2.06 


17.74 


70.39 


15.00 


149 VAL CB 


0.83 


17.46 


73.14 


15 . 00 


149 VAL CGI 


2.06 


17.86 


73.93 


15.00 


149 VAL CG2 


-0.34 


17.26 


74.08 


15.00 


150 TYR N 


2.21 


19.90 


70.99 


15.00 


150 TYR CA 


3.25 


20.21 


70.03 


15.00 


150 TYR C 


4.60 


19.64 


70.34 


15.00 


150 TYR 0 


. 5.26 


20 .08 


71.28 


15.00 


150 TYR CB 


3.39 


21.72 


69.86 


15.00 


150 TYR CG 


4.42 


22.11 


68.81 


15.00 


150 TYR GDI 


4.39 


21. S3 


67.54 


15.00 


150 TYR CD2 


5.44 


23.02 


69.11 


15.00 


150 TYR CE1 


5.36 


21.85 


66.58 


15.00 


150 TYR CE2 


6.41 


23.33 


68 . 15 


15.00 
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150 TYR C2 

150 TYR OH 

151 TYR N 
151 TYR CA 
151 TYR C 
151 TYR O 
151 TYR CB 
151 TYR CG 
151 TYR GDI 
151 TYR CD2 
151 TYR CE1 
151 TYR CE2 
151 TYR CZ 

151 TYR OH 

152 ASP N 
152 ASP CA 
152 ASP C 
152 ASP O 
152 ASP GB 
152 ASP CG 
152 ASP OD1 

152 ASP OD2 

153 GLU N 
153 GLU CA 
153 GLU C 
153 GLU 0 
153 GLU CB 
153 GLU CG 
153 GLU CD 
153 GLU OE1 

153 GLU OE2 

154 SER N 
154 SER CA 
154 SER C 
154 SER O 
154 SER CB 

154 SER OG 

155 CYS N 
155 CYS CA 
155 CYS C 
155 CYS 0 
155 CYS CB 

155 CYS SG 

156 ASN N 



6.37 
7.34 
5.03 
6.35 
7.09 
6.65 
6 .30 
7 . 67 
8.45 
8.20 
9.74 
9.50 
10.26 
11,55 
8.21 
8.98 
10.47 
11 .08 
8.70 
9.22 
8.48 
10.37 
11.03 
12.44 
13.40 
14.59 
12,76 
12.29 
13.28 
14 . 38 
12.95 
12 . 89 
13.75 
13.86 
14.71 
13.20 
14.08 
13 .02 
13 .01 
14.34 
14.74 
11.86 
11.05 
15.02 



22.74 
23.02 
18,69 
• 18.11 
18; 15 
17.56 
■ -16-68 
16.22 
17.02 
15 . 02 
16.65 
14.63 
/ 15.45 
15.08 
18.85 
18,96 
18.82 
19.72 
20.31 
20.37 
... 19 .96 . 
20 :82 
17.68 
17.38 
18 .37 
18,34 
15.94 
15 .56 
15.95 
15.36 
16:84 
19.26 
20 .24 
21.54 
22.38 
20.54 
21.32 
21 . 69 
22.90 
23.17 
22.42 
22.85 
24.47 
24.23 



66.90 

65.97 

69.53 

69.70 

68.37 

67.39 

70.20 

70.63 

71.46 

70.17 

71.82 

70.52 

71.35 

71.70 

68.35 

67.12 

67 .44 

68.03 

66.45 

65 .03 

64.12 

64.82 

67.05 

67.31 

66.69 

66.98 

66 . 86 

65.44 

64 .33 

64.28 

63.50 

65.85 

65.20 

66.01 

65.71 

63.80 

63.02 

67.03 

67.86 

68.55 

69.45 

68,87 

69 . 10 

68.14 



15.00 
15.00 
.15.00 
15.00 
15, 00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
IS. 00 

15.00 
15.00 
15.00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15.00 
15 .00 
15 . 00 
15.00 
15.00 
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156 ASN CA 16.33 24 .57 68.70 15 ,00 

156 ASN C 16.29 25.23 70.07 15.00 

156 ASN O 16.21 26.46 70.19 15.00 

156 ASN CB 17.16 25.40 67.73 15.00 

156 ASN CG 18.54 25.71 68.28 15.00 

156 ASN dbl 18.89 26.86 68 .48 15; 00 

156 ASN ND2 19.32 24.66 68.57 15,00 

157 SER N 16.46 24.39 71.09 15;. 00 
157 SER CA 16.46 24. 79 72 . 50 15.00 
157 SER C 17.39 25.95 72.87 15,00 
157 SER 0 17.24 26,54 73 .94 lit 00 
157 SER CB 16.79 23. 56 73 .34 15.00 

157 SER OG 16.11 22. 42 72.84 15.00 

158 ASP N 18.34 26.27 71.99 15.00 
158 ASP CA 19.29 27.35 72.24 15.00 
158 ASP c; 18.88 28.70 71.64 15.00 
158 ASP O 19.31 29. 76 72 . 09 15.00 
158 ASP CB 20.69 26.96 71.75 15.00 
158 ASP CG 21.57 26.39 72.87 15.00 
158 ASP OD1 21.02 25.82 73 .85 15 .00 

158 ASP OD2 22.82 26.53 72.78 15.00 

159 ASN N 18.07 28,66 70.59 15.00 
159 ASN CA 17.63 29.89 69.97 15.00 
159 ASN C 16.22 30.22 70.46 15.00 
159 ASN O 15.25 29.58 70.04 15.00 
159 ASN CB 17.69 29.76 68.45 15.00 
159 ASN CG 16.80 30.75 67.73 15.00 
159 ASN OD1 16. 93 31 . 98 67 .88 15; 00 

159 ASN ND2 15.86 30.22 66.96 15.00 

160 LEU N 16.13 31.16 71.39 15.00 
160 LEU CA 14.83 31.58 71.93 15.00 
160 LEU C 14.48 32.83 71.16 15.00 
160 LEU O 15.25 33.79 71.14 15,00 
160 LEU CB 14.90 31.88 73.44 15.00 
160 LEU CG 15.29 30.75 74.43 15.00 
160 LEU CD1 15.63 31.34 75.78 15.00 

160 LEU CD2 14.20 29.70 74.54 15.00 

161 ASN N 13.32 32.82 70.51 15.00 
161 ASN CA 12.91 33.94 69.69 15.00 
161 ASN C 11.44 34.33 69.76 15.00 
161 ASN O 10.94 34.97 68.85 15.00 
161 ASN CB 13.25 33.62 68.24 15.00 
161 ASN CG 12.59 32.35 67.78 15.00 
161 ASN OD1 11.36 32.28 67.67 15.00 
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161 ASN ND2 


13.38 


31.31 


67.58 


162 HIS N 


10.72 


33.90 


70. 78 


162 HIS CA 


9.33 


34-31 


70.87 


162 HIS C 


8.84 


34.19 


72.29 


162 HIS 0 


8.74 


33.09 


72 .84 


162 HIS OB 


8.45 


33.51 


69.91 


162 HIS CG 


7.10 


34Y12 . 


69.68 


162 HIS ND1 


6.93 


35.47 


69.42 


162 HIS GD2 


5.86 


33 .58 


69.66 


162 HIS CE1 


5.64 


35.72 


69.24 


162 HIS NE2 


4.97 


34.59 


69.38 


163 ALA N 


8.58 


35.35 


72 .90 


163 ALA CA 


8.09 


35.40 


74.26 


163 ALA C 


6.63 


34.98 


74.30 



163 ALA O 5 .78 35.55 73.61 



163 ALA CB 


8.27 


36 79 


tA PI 


164 VAL N 


6.36 


33 96 


. / o • \jy 


164 VAL GA 


5.02 


33 41 


75 9fl 


164 VAL C 


4.69 


33 44 


7fi 7fl 


164 VAL 0 


5. 54 


33 .79 


/ / . ou 


164 VAL CB 


4.95 


32 . 00 


74 70 


164 VAL CGI 


5.97 


31.10 




164 VAL CG2 


3.57 


31 44 




165 LEU N 


3 .45 


33.09 


77.15 


165 LEU CA 


3 . 04 


33.03 


78,55 


165 LEU C 


2.46 


31:67 


78.88 


165 LEU 0 


1.65 


31.15 


78.12 


165 LEU CB 


1.96 


34.09 


78.85 


165 LEU CG 


1.43 


34 .18 


80.29 


165 LEU CD1 


2.39 


34.99 


81.12 


165 LEU CD2 


0.06 


34.82 


80.33 


166 ALA N 


2.87 


31.11 


80.01 


166 ALA CA 


2.35 


29.81 


80.46 


166 ALA C 


1.08 


30 . 09 


81.24 


166 ALA 0 


1.06 


30.96 


82.11 


166 ALA CB 


3.36 


29.12 


81,34 


167 VAL N 


0 . 02 


29.38 


80.89 


167 VAL CA 


-1.29 


29.54 


81.52 


167 VAL C 


-i; 67 


28.28 


82.34 


167 VAL 0 


-2.71 


28.21 


83.00 


167 VAL CB 


-2.32 


29.91 


80.40 


167 VAL CGI 


-3.67 


29.28 


80.59 


167 VAL CG2 


-2.45 


31.41 


80.33 


168 GLY N 


-0.76 


27.32 


82.38 
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168 GiY CA 


-0.99 
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171 ILE CB 
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14 73 


OA or 
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171 ILE CGI 


-1 47 


13 Afi 


on AO 

■ OU . Ux 


1 C A A 

XD . 00 


171 ILE CG2 


•2.76 


1 4 fi5 


ft i o 7 

OX • 0 7 


1 c An 
XD.UO 


171 ILE GDI 


-1 . 03 


12 22 

XX . XX 


bn o i 
OU . ox 


1 C A A 
XD . UU 


172 GiN N 


-2.86 


15 03 


77 Q (\ 


l ie A A 
. XD.UU 


172 GLN GA 


-3 97 


Id 9H 

X T* • -7 U 


77 . A 1 
/ / .Ul 


vtt' nn 
15 . 00 


17 2 GLN C 


-4. 16 
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7fi AC 
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. XD . 00 


172 GLN 0 
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nt: op 
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75 ft 7 
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XD . UU 
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17 Oft 
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15 . 00 
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-5 ftfi 
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173 LYS N 




ii i e 
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15.00 


173 LYS CA 




11 ftl 
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1 C An 

15. 00 


173 LYS C 


-2 .36 


11.09 


75 ; 55: 


15.00 


173 LYS O 


-1 .55 


10,43 


74.90 


15.00 


173 LYS CB 


-3.36 


11.82 


73.36 


15.00 


173 LYS CG 


-4.57 


12.39 


72.60 


15.00 


173 LYS CD 


-5.81 


11.53 


72.82 


15.00 


173 LYS GE 


-7.06 


12.17 


72.19 


15.00 
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174 GLY N 
174 GLY Gft: 
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174 GLY O 
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175 ASN CA 
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177 HIS Ni 
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177 HIS GE3L 

177 HIS NE2 
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178 TOP CE2 
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81.99 


15.00 


6.80 


22.60 


82.29 


15.00 
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TABLE I 




178 TRP CZ3 


:-;'.4-.:8S : ;- 


23v70 


83.23 


15.00 




6,12 


: 23 .09- 


83 .38 


15.00 


179 ILE N 


0.22 


24. 7 S 


78. 66 


15. 00 






: v25B51 


77.92 


15.00 








77.64 


15.00 




^0.1)7 




78. 54 


15.00 




-2; 08 


;'-:;2'5>;66- 


78.74 


15 .00 


: -- : i^9;!;i^: : c^i : -,: 


-2.67 


24; 27 


79 . 03 


15.00: 


. i7 9 i^ . ; 


-3 .07 


26.56 


78.02 


15.00 




-3.80 


24v25 


80.04 


15.00 


180 ILE N 


0.21 


27.09 


76.39 


15 .00 


. V180A:;ILE'' GA : r ; • 


: : :Vv#83V, : 


28.33 


75*96 


15.00 


180 |I£ C 


-0,17 


;....;;2-fti-;2:8>- 


75.34 


15.00 


180 iiJ q ;' ; 


-1.09 


28;85 


74 65 


15.00 


186 IliE GB 


1;99 


V .:^>05 : -: 


74 99 


15.00 


180 |iE : 


\V3: r ;3 : 2(:': 


28.14 


75 79 


15.00 


180 1^ GG2 


r .:v-.l ; .97 ; 


28.97 


73 8"* 


15. 00 




: :;v:-3;v5 : 3: : : : . 


: ; 27;06 


76 75 


15.00 




0,00 


30.57 


75.64 


15 .00 


iSi ji^y^:^-, 


; .. -0^8S:.- . 


3 lv 66 


75.14 


15.00 




-0.01 


32.55 


74.22 


15.00 


181 


0.91 


33.23 


74.68 


15.00 




-1.38 


32.51 


76.30 


15. 00 


181 LYS CG 


/';^2..27 : . • 


33 . 66 


75.84 


15 .00 


181 LYS GD 


^visi : . 


34.72 


76:91 


15.00 


181 1^ 




35.84 


76.37 


15. 00 


181 :^Y§;'ilZ : ' 


-3.58 


36,94 


77 .35 


15 . 00 


18 2 ASN N 


. -0-i.'i;2l. : ; 


32.56 


72 93 


15.00 


182 ASN GA 


0-44 


33 .36 


71 97 


15.00 


182 ASN G 


-0.18 


34>74 


71 73 


15.00 


182 ASN 0 


-1.29 


3§> 00 


72.17 


15.00 


182 ASN CB 


0.55 


32v59 


70 .66 


15.00 


182 ASN CG 


1.83 


32.87 


69 93 


15.00 


182 ASN OD1 


2.41 


33.95 


70 05 


15.00 


182 ASN ND2 


2.31 


31.89 


69 17 


15.00 


183 SER N Z 


' : P>S5-;.: .; 


35.64 


71 08 


15 .00 


183 SER GA 




36.98 


70 82 


15.00 


183 SER C 


-0.32 


37.19 


69 34 


15.00 


183 SER 0 


-0.25 


38v31 


68.82 


15.00 


183 SER CB 


1.03 


38.04 


71.25 


15.00 


183 SER OG 


2,31 


37**0 


70.69 


15.00 


184 TRP N 


-0.74 


36; 12 


68.68 


15.00 


184 TRP CA 


-1.05 


36.18 


67.26 


15.00 


184 TRP G 


-2.53 


36.23 


66.88 


15.00 
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TABLE I 




184 TOP 0: 


. -2 .87 


36.09 


65.71 


15.00 


184 TOP CB 


-0.36 


35.01 


66.55 


15.00 


184 TOP CG 


1.12 


35.12 


66.54 


15.00 


184 TOP GDI 


1.85 


36.23 


66.82 


15.00 


184 TOP CD2 


2 . 05 


34.09 


66.23 


15 . 00 


^:1$4}:TOP ; ;;NE1 ■ 


3\l8 


35.97 


66.69 


15.00 


■ i*4 trp.:ce2: 


•r^34;-. 


34.66 


66.33 


15.00 


184 TOP CE 3 


1.94 


32,75 


65.87 


15.00 


184 TOP CZ2 


:' 4-51 


33 .92 


66.09 


15.00 


184 TOP CZ3 


3 10 


32 . 01 


65.63 


15.00 


184 TOP CH2 


4.37 . 


32 . 60 


65.74 


: 15.00 


185 GLY N 


: :';- : -3i.40 . 


36.48 


67.85 


15.00 


185 GLY GA 


;^4..SZ - 


36,54 


67.56 


15.00 




; ':^'i%5v46.;. 


35.18 


67.75 


15 . 00 


185-GiY:p 


-4.75 


34.16 


67.80 


15.00 


xl86>C^;:^ : ,-:.; 


\.:-r6 : .;78' 


35.15 


67.86 


15.00 




: \t\-7 .54; 


33.91 


68; 07 


15.00 


186 GLU G 


>7.53 


32.99 


66. 85 


15 . 00 


186 GLU 0 


-7.65 


, 31.78 


67.00 


15.00 


186 GLU CB 


-8.98 


34.24 


68.44 


15.00 


186 GLU C G / 


-9.10 


35.32 


69.49 


15.00 


18 6 GLU CD; 


-10.45 


36.03 


69.45 


15.00 


186 GLU OE1 


■^10.66 


36.84 


68.51 


15.00 


186 GLU 0E2 


■ -11-29 


35.77 


70.34 


15.00 


187 ASN N 


' 


33.58 


65.66 


15.00 


187 ASN GA- 


-7.43 


32 . 78 


64.42 


15.00 


187 ASN C ,v 


, : -6 .14 . 


31.97 


64.30 


15.00 


187 ASN 0 ' 


•-6.07 


31.05 


63 .49 


15.00 


187; ASN :GB 


V7.64 


33.68 


63.19 


15.00 


187 ASN CG 


-8.60 


33. -05 


62.14 


15.00 


187 ASN ODl 


-8: 17 


32.52 


61.10 


15.00 


187 ASN ND2: 


;t9.90 . 


33.18 


62.38 


15 . 00 


iss; ;trf.w^^. ■■ 


■ -5.12 


32V31 


65.10 


15.00 


188 TOP GA 


-3.87 


31.57 


65 .07 


15.00 


188 TOP C 


-4.06 


30.34 


65.95 


15.00 


188 TOP 0 


-4.78 


30.41 


66.95 


15.00 


188 TOP CB 


-2.71 


32.38 


65.64 


15 . 00 


188 TOP CG 


-1.45 


31.59 


65.56 


15.00 


188 TOP GDI 


r0.68 


31.41 


64.46 


15.00 


188 TOP GD2 


-0.89 


30.74 


66.58 


15.00 


188 TOP NE1 


0.30 


30.49 


64.71 


15.00 


188 TRP CE2 


0.20 


30.06 


66 . 00 


15.00 


188 TOP CE3 


-1.21 


30.49 


67.92 


15.00 


188 TOP C22 


0.97 


29.14 


66.71 


15.00 
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TABLE I 



188 TRP CZ3 

188 TRP CH2 
189; GLY N 

189 GLY CA 
189 GLY C 

189 GLY O 

190 ASN N 
190 ASN CA 
19 0 AiSK C 
190 ASN O 
190 ASN CB 
190 ASN CG 

190 ASN dpi 

19 0 ASN ND2 

191 lys;n 

191 .;lys- : ca- . 

. r:19l:;:LYSf : C' ; '> 
191 LYS 0 
191 LYS CB 
191 LYS CG 
191 LYS CD 
191 LYS CE 

191 LYS NZ 

192 GLY N 
192 GLY CA 
192 GLY C 

192 GLY O 

193 TYR N 
193 TYR CA 
193 TYR C 
193 TYR 0 
193 TYR CB J 
193 TYR CG 
193 TYR GDI 
193 TYR CD2 
193 TYR CE1 
193 TYR CE2 
193 TYR C2 

193 TYR OH 

194 ILE N 
194 ILE CA 
194 ILE C 
194 ILE O 
194 ILE CB 



-0.44 
0.64 
-3.38 
-3.46 
-4.84 

•>5.i:86 : r 

■ *- 87 
• f€>10 
-6.74 

■.H6:v67v ' 
-5% 76 
-6;:97 : 
-8,11 

:-6C73 : : 
-7.33 . 
7-7 .97 : . 
-7^0'lvJ- 

: : -7: r 36'r 

-9^0 : 

10.33 
11.50; 
12.26 
11.42 , 
;-fv : 7j9'. : 
-4.80 
-3.88 
-2.79 
-4.28 
-3.43 
-2.80 
-3.25 . ■ 
-4.21 . 
-4 . 63 ■ . 
-3.77 
-5v85 
-4,12 ■ 
-6.21 
-5,34 
-5, 68 . 
-1V73 
-1.01 
-0.53 
0.04 
0.20 



29.57 

28.92 

29.25 

28 . 02 

27.67 

27.96 

27.07 

26.65 

27.83 

27.92 

25.58 

24,84 

25.26 

23.72 

28,75 

30.82 

31,36 

29.62 

28.92 

28.66 

27.39 

26.16 

30.96 

3i.75 

30.93 

31;39 

29.72 

28.86 

27.69 

27; 27 

28.31 

29.36 

29.78 

30.00 

30.82 

3l>05 

31.45 

32.50 

27.17 

26.02 

25.21 

25.75 

26.40 



68 


.62 


68 


. 02 


65 


. 60 


66 


.36 


66 


.87 


66, 


24 


68 . 


.04 


68, 


.68 


69 . 


39 


70. 


61 


69. 


71 


70. 


19 


69. 


96 


70, 


87 


68. 


61 



69.14 

69.95 

71.00 

69.99 

69.26 

70.20 

69.82 

70.01 

69.45 

70.13 

70 .99 

71.32 

71.35 

72 . 18 

71.45 

70.39 

73.39 

74.36 

75 .37 

74.22 

76.22 

75.06 

76.06 

76.87 

72.05 

71.53 

72.71 

73.66 

70.62 



15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15.00 

15.00 

15.00 

15. 00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15 . 00 

15.00 

15 .00 

15.00 

15 . 00 



TABLE! 



194 ILE CGI 

194 3*LE CG2 
. 194 ILE GDI 

195 LEU N 
•195 LEU GA 

195 LEU C 
195 LEU O 
195 LEU CB 
195 LEU CG 

195 LEU GDI 
195 :^LEU CD2 

196 MET N 
196 MET GA 
196 MET G 
196 MET Q 
196 MET CB 
196 MET CG 

196 MET SD 
19 6 lp - CE 

197 ALA N 
197 ALA CA 
197 ALA C 
197 ALA O 

197 ALA CB 

198 ARG N 
198 ARG GA 
J98, ARG C 
198 ARG O 
198 ARG GB 
198 ARG CG 
198 ARG CD 
198 ARG NE 
198 ARG CZ 
19 8 ARG NH1 

198 ARG NH2 

199 ASN N 
199 ASN CA 
19 9 ASN C 
199 ASN O 
199 ASN CB 
199 ASN CG 
199 ASN OD1 

199 ASN ND2 

200 LYS N 



1.05 25.15 

1.04 27.49 

2.33 25.42 

-0.86 23.92 

-0.45 23.00 

0.90 22.46 



0 .99 


. £1 . oo 








• 91 on 


-3 3ft 


'.nvv. /\«7 
Z J . U.7 


-3 53 


xU.DU 


i Q5 


4^.S4 


3 31 




^ ?n 
o . /u 


21.30. 


2.97 


20.96 


4.27 


23:66 


4.16 


24.69 


5.11 


26 ? 3:7 


6.79 


25.64 


4.85 


20; 69 


5.27 


19.52 


5.99 


19 .75 


7.03 


20.42 


6.07 


18,58 


5.43 


19.14 


5.99 


19.22 



6.80 17 .96 

6.41 16.84 

4.89 19.44 

5.35 19.32 

4.48 20.12 

3.08 19.72 

2.62 18.64 

3.46 17.86 

1.33 18.34 

7.96 18,18 

8.87 17.11 

9.57 16.30 

10.36 15.40 

8.21 16.18 

8. 15 16,81 

7.06 17.06 

9.31 17.07 

9.31 16.63 



70.32 15.00 

71,24 15.00 

69.60 15.00 

72.69 15 .00 

73 . 73 15.00 

73.34 15.00 

72.42 15.00 

73.83 15.00 

74.96 15.00 

74.76 15.00 

74.98 15.00 

74.01 15.00 

73.75 15.00 

74.64 15.00 

75,57 15.00 

73.96 15.00 

72.88 15.00 

73.23 15.00 

72.90 15 .00 

74.38 15.00 
75,15 15.00 
76.49 15. 00 
76.57 15.00 
74,28 15.00 
77; 54 15.00 
78,88 15.00 

79.20 15 . 00 
78 .86 15.00 
79.92 15.00 

81.39 15.00 

82.35 15.00 

82.36 15.00 
82.99 15.00 
83.66 15.00 
82.95 15.00 
79 . 83 15.00 
80.24 15.00 
79.13 15.00 
79.43 15.00 
81.28 15.00 
82.68 15.00 

83.21 15.00 
83.27 15.00 
77 .88 15 .00 
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TABLE I 

200 LYS CA 9.97 15.94 76.77 15.00 

200 LYS C 11.29 16.67 76.54 15.00 

200 LYS Q 11.54 17.17 75.45 15,00 

200 LYS OB 9.11 15.96 75.49 15.00 

200 LYS CG 8.09 14.81 75.36 15:00 

200 LYS CD 8,32 14,01 74.06 15.00 

200 LYS- CE 7 .22 12 i 96 73.78 15 .00 

200 LYS NZ ; 5; 87 13; 49 73.41 15.00 

201 ASN N 12.13 16.71 77,57 15.00 
201 ASN CA 13,42 17.39 77.56 15.00 
201 ASN C 13,27 18.81 77.00 15.00 
201 ASN 0 13.24 18.99 75.80 15.00 
201 ASN CB 14.47 16.61 76.74 15.00 
201 ASN CG 15.92 17.21 76.86 15.00 
201 ASN OD1 16,88 16.46 77.06 15.00 

201 ASN ND2 16.06 18.52 76.67 15.00 

202 ASN N 13.15 19.80 77.89 15.00 
202 ASN CA 13.04 21,22 77.54 15.00 
202 ASN C 12.73 21, 51 76.05 15.00 
202 ASN O 13 ,56 22.10 75.34 15.00 
202 ASN CB 14,35 21.92 77.95 15.00 
202 ASN CG 14.13 23.30 78;56 15.00 
202 ASN DDI 13,04 23,64 79.00 15.00 

202 ASN ND2 15.18 24.09 78.60 15.00 

203 ALA N 11. 55 21.12 75.59 15.00 
203 ALA H 11.67 20,72 76.05 15.00 
203 ALA CA 11. i5 21,27 74.19 IS, 00 
203 ALA CB 10,37 20.66 73.61 15.00 
203 ALA C 11.04 22.76 73.85 15.00 

203 ALA O 10.23 23.49 74.41 15.00 

204 CYS N 11.83 23.20 72.87 15.00 
204 CYS CA 11.81 24,59 72.40 15.00 
204 CYS G 12.38 25.57 73.42 15.00 
204 CYS O 12.06 26.76 73.36 15.00 
204 CYS CB 10.39 25,02 72.00 15.00 

204 CYS SG 9.66 24V16 70^56 15.00 

205 GLY N 13.21 25.07 74,33 15.00 
205 GLY CA 13.84 25,89 75.36 15.00 
205 GLY C 12.87 26.70 76.20 15.00 

205 GLY 0 13.17 27.80 76.64 15.00 

206 ILE N 11.72 26.10 76,48 15.00 
206 ILE CA 10.67 26.74 77.23 15.00 
206 ILE C 11.05 27.11 78.67 15.00 
206 ILE 0 10.90 28.27 79,08 15.00 
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206 ILE CB 
206 ILE CGI 
206 ILE CG2 

206 ILE GDI 

207 ALA N 
207 ALA CA 
207 ALA C 
207 ALA O 

207 ALA CB 

208 ASN N 
208 ASN CA 
2 0 8 ASN C 
208 ASN O 
208 ASN CB 
208 ASN CG 
208 ASN GDI 

208 ASN ND2 

209 LEU N 
209 LEU CA 
209 LEU C 
209 LEU O 
209 LEU CB 
209 LEU CG 
209 LEU CDl 

209 LEU CD2 

210 ALA N 
210 ALA H 
210 ALA CA 
210 ALA CB 
210 ALA C 

210 ALA O 

211 SER N 
211 SER CA 
211 SER C 
211 SER O 
211 SER CB 

211 SER OG 

212 PHE N 
212 PHE CA 
212 PHE C 
212 PHE O 
212 PHE CB 
212 PHE CG 
212 PHE CDl 
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TABLE! 



9.41 


25.86 


77 . 17 


IS. GO 


8.20 


^26.58 


77.77 


15 00 


9.69 


24.53 


77.81 


15 00 


6.88 


25:88 


77.49 


15 00 

MmJ m Vw 


11; 62 


2 6:, 17 


79.41 


15 .00 


12 V03 


26.40 


80.79 


15 00 

A W. . WW 


13-38 


27.11 


80.93 


15 . 00 


13.98 


27.10 


82.01 


15. 00 


12.05 


25.09 


81.54 


15 .00 


13 . *4 




79,86 


15.00 


.'15 : :^2: 


J:28>,43 


79.86 


15 00 

J- <mJ .WW 


15.08 : 


: ; 29.92 


80; 08 


is oo 


7if..;M--. ; : 


30,53 


80.28 


15. 00 


15^84 


28>22 


78 54 


AW • W V 


16.81 


27.09 


78.60 


15 OO 


i0m ■■' 


26 .04 


79.14 


15 00 

J- ~J ■ WW 


17.99 


27.30 


78.04 


15 OO 

■LJ • Uw 




30.54 


79.98 


15 OO 

JLw .v/w 


1^V;94 


31.98 


80.18 


15 00 

AW . w w 


12.65 


• ; : :32:-.4 ; 5 : 


81 . 02 


15 00 


12.23 


33 . 63 


80. 94 


15 00 

, A w • V w 


13.89 


32-69 


78.83 


15 00 

A W • • Vw 


14.33 


34 ,16 


78.81 


15 00 

A W . V w 


15.60 


34.32 


79.63 


15 .00 


14.56 


34.61 


77. 37 


is. oo 


12,15 


31v 57 


81.87 


15 .00 




30.94 


81 . 70 


15 . 00 


10.99 


31 . 87 


82.71 


15. 00 


10.41 


31-Q4 


83.16 


15.00 


11-33 


33 J 00 


83.69 


15 . 00 


12 T 46 


,-33 , 21 


84.13 


15.00 


10.26 


■■33:-:74-.' 


84.06 


15.00 


10.37 


34.83 


85.02 


15.00 




35.33 


85.31 


15.00 


8-09 


35,24 


84.45 


15.00 


11.22 


35,98 


84.46 


15.00 


10.50 


36 :76 


83 .53 


15 00 

AW . WW 


$.72 


35.78 






7.42 


36.30 


86.88 


15.00 


7.64 


37 .49 


87.78 


15.00 


8.68 


37 .61 


88.42 


15 . oo 


6 ; 57 


35-23 


87.56 


15.00 


7.23 


34.60 


88.75 


15.00 


7.39 


35.31 


89.94 


15.00 
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212 PHE CD2 
212 PHE CE1 
'. 212 PHE CE2 

212 PHE G2 

213 PRO N 
:213 PRO CA 
213 PRO C 
213 PRO p 

213 ^ 

-214-- '^s;;ga.' : 

214 LYS C 

. 1 214^LYSi-::;CE : -:- '' 

214 LYS NZ 

215 MET N 

215 MET C 
215 MET CB 
215: MET GG 

.'2ii5,.:j^ysb;:- 

21^ 1^ CE 



TABLE I 



7.68 


33 .28 


88.69 


15.00 


7,99 


34.73 


91.05 


15.00 


8.28 


32.68 


89,78 


15.00 


' 8 .44 


33.41 


90.97 


15.00 


6.69 


38.43 


87 . 80 


15.00 


6.84 


39.62 


88.65 


15.00 


6.38 


39.34 


90.09 


15.00 


5.56 


38.44 


90.33 


15.00 


5.93 


40.62 


87.97 


15.00 


' 4:791 


39.75 


87.52 


15.00 






86.97 


15. 00 


6.96 


40.05 


91. 04 


15.00 


6.57 


39.89 


92.42 


15.00 


5.65 


41.06 


92.68 


15 . 00 


6.12 


42.17 


92.91 


15. 00 


7:78- 


39.94 


93.36 


15.00 


8.68 


38.72 


93.27 


15.00 


9.78 


38.70 


94. 34 


15.00 


10.67 


39.94 


94.26 


15 . 00 


11 .94 


39.80 


95.03 


15 .00 


4.36 


40.85 


92 . 51 


15.00 


3,39 


41.91 


92.77 


15.00 


2.86 


41.71 


94.19 


15.00 


2.25 


41.86 


91.76 


15.00 


1.06 


42.74 


92.12 


15.00 


-0.32 


42.54 


90.98 


15.00 


0.28 


43.53 


89.53 


15.00 
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TABLE H 

Table of the orthogonal three dimensional coordinates in 

Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor 3 (S)-3-[ (N- 
benzyloxycarbonyl) -L-leucinyl J amino- 5 -methyl -1- (i- 
propoxy) -2-hexanonev 

Residue Atom X y z b 

1 ALA CB -54.11 -32. 66 67,34 15.00 

1 ALA C -54 .t)2 -32. 71 64.82 15.00 

ALA O ' -53.62 -33.85 . 64.58 15 . 00 

1 ALA N -56.02 -33.44 65.99 15.00 

1 ALA CA -54.90 -32.46 66.05 15.00 

2 PRO N -53.80 -31.67 63.99 15.00 
2 PRO CD -54.47 -30.37 64.11 15.00 
2 PRO CA -52.98 -31.72 62.76 15.00 
2 PRO CB -53,14 -30.31 62.20 15.00 
2 PRO CG -54.52 -29.90 62.67 15.00 
2 PRO C 451.51 -32.06 62.95 15.00 

2 PRO O -50 . 99 -32 .06 64.08 15.00 

3 ASP N -50.81 -32.33 61.85 15.00 
3 ASP CA -49.39 -32 .67 61.91 15.00 
3 ASP CB -49.04 -33.71 60.85 15.00 
3 ASP CG -49.27 -35.14 61.32 15.00 
3 ASP OD1 -48.47 -35.61 62.17 15.00 
3 ASP OD2 -50.24 -35.79 60.85 15.00 
3 ASP C -48.52 -31.44 61.73 15.00 

3 ASP O -47.93 -31.24 60.68 15.00 

4 SER N -48,41 -30.64 62.79 15.00 
4 SER CA -47.62 -29.41 62.75 15.00 
4 SER CB -48.55 -28.25 62.37 15.00 
4 SER OG -47.82 -27.08 62.01 15.00 
4 SER C -47.01 -29.13 64.12 15.00 

4 SER O -47.59 -29.49 65.15 15.00 

5 VAL N -45.83 -28.51 64.15 15.00 
5 VAL CA -45.19 -28.15 65.41 15.00 
5 VAL CB -44.36 -29.31 66.03 15.00 
5 VAL CGI -43.06 -29.53 65.29 15.00 
5 VAL CG2 -44.08 -29.04 67.50 15.00 
5 VAL C -44.34 -26.88 65.24 15.00 

5 VAL O -43.64 -26.69 64.25 15.00 

6 ASP N -44.48 -25.96 66.20 15.00 
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6 ASP CA 
6 ASP CB 
6 ASP CG 
6 ASP OD1 
6 ASP OD2 
6 ASP C 

6 ASP O 

7 TYR N 
7 TYR CA 
7 TYR CB 
7 TYR CG 
7 TYR CD1 
7 TYR CE1 
7 TYR CD2 
7 TYR CE2 
7 TYR CZ 

7 TYR OH 
7 TYR C 

7 TYR O 

8 ARG N 

■ \. 8 ARG CA 
8 ARG CB 
8 ARG CG 
8 ARG CD 
8 ARG NE 
8 ARG CZ 
8 ARG NH1 
8 ARG NH2 
8 ARG C 

8 ARG O 

9 LYS N 
9 LYS CA 
9 LYS CB 
9 LYS CG 
9 LYS CD 
9 LYS CE 
9 LYS NZ 
9 LYS C 

9 LYS O 
10 LYS N 
10 LYS CA 
10 LYS CB 
10 LYS CG 
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TABLE H 

-43.78 -24.69 66.19 15.00 

-44.75 -23.59 65.74 15.00 

-44.11 -22.19 65.67 15.00 

-42,99 -21.99 66.18 15.00 

-44.75 -21.27 65.13 15.00 

-43.37 -24.47 67.64 15.00 

-44.19 -24.09 68.48 15.00 

-42.10 -24.68 67.95 15.00 

-41.65 -24 . 50 69.33 15.00 

-40. 3-0 -25.18 69.53 15.00 

-40.41 -26.69 69.53 15.00 

-40.91 -27.37 70.64 15.00 

-41.02 -28.74 70.65 15.00 

-40.02 -27.43 68 .42 15.00 

"40.13 -28.80 68.42 15.00 

-40.63 -29.45 69.53 15.00 

-40.70 -30.82 69.53 15.00 

"41.62 -23 . 07 69.82 15 .00 

-41.41 -22.81 71.00 15.00 

-41 -83 -22.12 68.92 15.00 

-41.84 -20.72 69.31 15.00 

-42.00 -19.80 68.09 15.00 

-40.82 -19.80 67.14 15.00 

-41.13 -18.98 65,91 15.00 

-42.05 -19.66 65.00 15.00 

-42.68 -19> 07 64.00 15.00 

-42.49 -17.78 63 .77 15.00 

-43.50 -19.77 63.22 15.00 

-43.00 >20.51 70.28 15.00 

-42.87 -19.79 71.28 15.00 
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10 LYS CD 
10 LYS CE 
10 LYS NZ 
10 LYS G 

10 LYS 0 

11 GLY N 
11 GLY CA 
11 GLY G 

11 GLY O 

12 TYR N 
12 TYR CA 
12 TYR CB 
12 TYR CG 
12 TYR GDI 
12 TYR GE1 
12 TYR CD2 
12 TYR CE2 
12 m CZ 
12 TYR OH 
12 TYR C 

12 TYR O 

13 VAL N 
13 VAL CA 
13 VAL CB 
13 VAL CGI 

■■r 13 VAL CG2 
13 VAL C 

13 VAL O 

14 THR N 
14 THR CA 
14 THR CB 
14 THR OG1 
14 THR CG2 
14 THR C 

14 THR O 

15 PRO N 
15 PRO CD 
15 PRO CA 
15 PRO CB 
15 PRO CG 
15 PRO C 

15 PRO O 

16 VAL N 
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16 VAL CA 


-33.64 


-13.61 


66,75 


16 VAL CB 


-34.33 


' -13.31' 


65.40 


16 VAL CGI 


-33.34 


-13.41 
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-29.98 -25 .32 74.18 15.00 

•3P .45 -25.85 75.18 15.00 

-30,43 -24.16 73.69 15.00 

-31.51 -23.39 74.33 15.00 

'31.65 -22.03 73.66 15.00 

:30, 44 -21 .12 73 .81 .15.00 

•30.54 -19 .82 73.03 15.00 

31-35 -19.71 72.09 15.00 

29.77 -18.91 73,35 15.00 

32.84 -24.12 74.28 15.00 



u8 
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35 GLU O 

. .^^;GA 

: "3«;';GLY ■Q; • 
' \ ■- 37 GtiN N 

37 GLN CA 

; -y^ :xsm cb 

37 GLN CG 

•;v;-;;>:'37,:G^ ; : CD 

37 GLN OE1 

: yy :: :>;^ ■ 

: .^7\;^s^::a : - 

' i-38;- ; :Lro.: GA. 

38 LEU CG 
38 LEU CD1 

38 LEU CD2 

. ••• •; :;-3ifi::;.i^U; c ■■' 

-3^,^-N 

39 LXS CB 
39 LYS CG 
39 LYS CD 

39 LYS CE 

:;39 ;lys nz 

: ;^ : ;.IiY5f. C 

?' ; 39-:' ; lvs-,o' 

- 40 LYS N 

40 LYS CB 
40 LYS CG 
40 LYS CD 
40 LYS CE 
40 LYS N2 

40 LYS C ' 
4 0 LYS O 

41 LYS N 
41 LYS CA 
41 LYS CB 



PCT/US96/17512 

TABLE H 



-33.67 


-24.00 


75.19 


15 on 


-33 . 09 


-24.86 


73.21 


15 on 


-34.33 


-25.59 


73.09 


15 OO 


-34.37 


-26 •71 


74 .11 


15 00 


-35.37 


. -26. 91 


74. 80 


15 on 


-33.26 


-27.43 


74 .25 


15 on 


-33.18 


^2:8.52 


75.20 


15 oh 


-31.92 


-29; 34 


' .: 74.98 


15 oh 


-31.94 


-30.12 


73.69 


15 hn 


-33.17 


-31.00 


73.57 


15 nn 

. A* 3 •• UU 


-33.42 


-31.85 


■ ' 74. 43 


15 on 

1j . uu 


-33.95 


-30.79 


■ 72.53 


15 no 


-33.24 


-28:01 


76.63 


15 nn 


-33.97 


-28.56 


77.47 


1 5 nn 

id • UU 


-32.52 


-26.92 


76.89 


15.00 


-32.51 


-26,31 ' 


78.21 


15.00 


-31.79 


-24 .96 ■; 


78.17 


15.00 


-31.83 


-24,13 


79i46 


15.00 


-31.00 


-24.83 


80.53 


15.00 


-31.30 


-22.73 


79.20 


15.00 



-33.94 -26.11 78.69 15.00 

-34 .30 -26.51 79.79 15.00 

-34.77 -25.51 77.85 15.00 

"36.16 -25.26 78.20 15.00 

-36.85 -24.43 77.11 15.00 

-38.06 -23 .64 77.59 15.00 

-39.32 -24.48 77.65 15.00 

-40.53 -23 .66 78 .07 15.00 

^40.50 -23.27 79.50 15.00 

-36.89 -26.59 78.36 15.00 

-37.71 -26.75 79.25 15.00 

-36-57 -27.57 77.53 15.00 

-37.25 -28,86 77 .63 15 .00 

-36.85 -29.79 76.48 15.00 

"37.77 -31.00 76.39 15.00 

-37.48 -31. 90 75.22 15.00 

-38.53 -32.99 75.17 15.00 

-38.45 -33.78 73.92 15.00 

-36.98 -29.55 78 .95 15.00 

-37.90 -30.11 79.56 15.00 

-35.74 -29.45 79.42 15.00 

-35.35 -30.09 80.66 15.00 

-33.87 -30.48 80,61 15.00 



WO 97/16177 PCT/US96/17512 

TABLE H 

41 LYS CG -33.50 -31,39 79.43 15.00 

41 LYS CD -34.48 -32.55 79.32 15.00 

41 LYS CE -34.33 -33.33 78,02 15.00 

41 LYS NZ -35.59 -34.07 77.73 15.00 

41 LYS C -35.67 -29.31 81.94 15.00 

41 LYS 0 -36.36 -29.82 82.81 15.00 

42 THR N -35.20 -28.08 82.07 15.00 
42 THR CA -35.45 -27.32 83.29 15.00 
42 THR CB -34.31 -26.34 83,57 15,00 
42 THR OG1 -34.40 -25.23 82; 67 15.^)0 

: 42 THR CG2 -32,98 -27.04 83.36 15 : 00 

42 THR C -36.77 -26.54 83.35 15,00 

42 THR O -37.19 ^26.11 84.43 15.60 

43 GLY N -37.42 -26.34 82.21 15,00 
43 GLY CA -38.67 -25.60 82.16 15,00 
43 GLY C -38.49 -24.09 82.05 15.00 

43 GLY O -39.45 -23.33 81.92 15.00 

44 LYS N -37.25 -23. 62 82.11 15.00 
^ 44 LYS CA -36.99 -22.20 82.03 15.00 

44 LYS CB -36.47 -21.70 83,37 IS J 00 

44 LYS CG -37,07 -22.42 84.57 15; 00 

44 LYS CD -36.69 -21,78 85.90 15.00 

44 LYS CE -35.51 -22.46 86,59 i5.o6 

44 LYS NZ -35.95 -23.54 87.52 15.00 

44 LYS C -35.98 -21.94 80.92 15.00 

44 LYS 6 -34.92 -22.58 80 .87 15.00 
1 45 LED N —36.32 -21.02 80.04 15,66 

45 LEU CA -35.47 -20.64 78.90 15.00 
45 LEU CB -36.33 -20.13 77 .75 15.00 
45 LEU CG -35.67 -19.77 76.42 15.00 
45 LEU GDI —35.27 -21.03 75.66 iSvOO 
45 LEU CD2 -36.67 -18.97 75.62 15.66 
45 LEU C -34 . 47 -19 . 58 79 . 29 15 . 00 

45 LEU O -34.68 -18.81 80.22 15.00 
^ 46 LEU N -33.38 -19,50 78.54 15.00 

46 LEU CA -32.33 -18.54 78.81 15.00 
46 LEU CB -31.43 -19.09 79.91 15,00 
46 LEU CG -30.45 -18.17 80.63 15.00 
46 LEU CD1 -31.17 -16.89 81.03 15.00 
46 LEU CD2 -29.91 -18.88 81.84 15.00 
46 LEU C -31.55 -18.33 77.51 15.00 

46 LEU O -31.62 -19.14 76.60 15.00 

47 ASN N -30.84 -17.22 77.39 15.00 



WO 97/16177 



PCT/US96/17512 



47 ASN CA 
47 ASN CB 
- 47 ASN CG 

47 ASN 0D1 
4 7 ASN ND2 

■-' 47 ASN C 
4 7 ASN O 

48 LEU N 
48 LEU CA 

/':.^:.{,: : 48 LEU CB 
•••v4 : 8. LEU CG 
48 LEU CD1 
48 LEU CD2 
' 48 LEU C 

48 LEU O 

4? ser n : 

49 SER CA 
49 SER CB 

• •";' : .' ; -:49 : ' SER OG 

49 SER C 

49 SER O 

50 PRO N 
50 PRO CD 
50 PRO CA 
50 PRO CB 
50 PRO CG 
50 PRO C 

50 PRO O 

51 GLN N 
51 GLN CA 
51 GLN CB 
51 GLN CG 
51 GLN CD 
51 GLN OE1 

: •" 51 GLN NE2 . 
51 GLN C 

51 GLN O 
5 2 ASN N 

52 ASN CA 
52 ASN CB 
52 ASN CG 
52 ASN OD1 
52 ASN ND2 





TABLE D 




-30.04 


-16.97 


76.20 


15.00 


-^30.04 


-15.48 


75.85 


15.00 


-31.37 


-15,02 


75.33 


15.00 


-32.19 


-14.49 


76.08 


15.00 


-31. 59 


-15.20 


74 . 05 


15.00 


-28.62 


-17.42 


76.46 


15.00 


^27.96 


-16.92 


77.37 


15.00 


-28.15 


-18.40 


75.69 


15.00 


-26.80 


-18.91 


75.86 


IS.Opc 


-26.74 


-20.39 


75 .53 


15 .00 


-27.64 


-21.29 


76.40 


15;00 


-27.37 


-22.73 


76.07 


15.00 


-27,39 


-21.05 


77 .86 


15.00 


-25.79 


-18.10 


75 . 06 


15.00 


-26.16 


-17.33 


74.17 


15.00 


-24.51 


-18,2? 


: 75.36 i 


15.00 


-23.45 


-17-50 


■■ 74.71 . 


15.00 


-22.34 


-17.20 


75.73 


15.00 


-21,21 


-16.57 ' 


" 75.14 


. 15.00 


-22 .81 


-18.05: 


73,44 


15.00 


-22.00 


-18.98 


73.49 


15.00 


-23 .17 


-17.49 


72.28 


15.00 


-24.25 


-16.53 


71.99 


15.00 


-22.56 


-17.98 


71.04 


is;, 00 


-23.40 


-17,29 


69.95 


15.00 


-23.89 


-16.05 


70. 62 


15.00 


-21.10 


-17.55 


71.00 


15 .00 


-20.25 


-18.21 


70.41 


15.00 


-20.79 


-16,45 


71.69 


15 .00 


-19 .43 


-15.93 


71.75 


15.00 


-19.40 


-14. 60 


72.52 


15.00 


-18.07 


-13.86 


72 .44 


15.00 


-17.86 


-13.13 


71.13 


15.00 


-18.70 


-12.34 


70.70 


15.00 


-16.72 


-13.37 


70.49 


15.00 


-18.52 


-16.94 


72.44 


15.00 


-17,43 


-17.24 


71,95 


15.00 


-18.97 


-17.50 


73.56 


15.00 


-18.21 


-18,49 


74.31 


15.00 


-19.13 


-19.10 


75.38 


15.00 


-18.41 


-20.00 


76.37 


15.00 


-18.80 


-20.05 


77.53 


15.00 


-17.40 


-20.73 


75.93 


15.00 
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52 ASN C 

52 ASN O 

53 XiEU/N 
53 LED CA 
53 LEU CB 
53 LEU CG 
53 LEU GDI 
53 LEU GD2 

53 LEU C 
: 53 LEU O 

54 VAL N 
54 VAL CA 
54 VAL CB 
54 VAL CGI 
54 VAL CG2 

.^,54v VAI^6- [ 

54 VAL O 

55 ASP N 
55 -ASP CA 
55 ASP CB 
55 ASP CG 
55 ^SP QD1 
55 ASP OD2 
55 ASP C 

55 ASP O 

56 CYS N 
56 CYS: CA 
56 CYS C 
56 CYS O 
56 CYS CB 

56 CYS SG 

57 VAL N 
57 VAL CA 

v /; • : 57 VAL CB 
57 VAL CGI 
57 VAL CG2 
57 VAL C 

57 VAL G 

58 SER N 
58 SER CA 
58 SER CB 
58 SER OG 
58 SER C 



PCT/USW17512 

TABLE H 



-17.77 


-19 .57 


73 . 34 


15.00 


-16.66 


-20.11 


73:43 


15,00 


-18.65 


-19.89 


72.39 


15.00 


-18.37 


-20.90 


■, 171*3 9- 


15.00 


-19.67 


-21. 37 


70.73 


ft: nn 


-20.66 


-22.13 


71,63 ■ 


15.00 


-21.88 


^22.54 


70; 82 


15 00 


-20.00 


-23.35 


, 72 .23 : 


15 GO 

■K *J « \J \J 


-17,40 


-20.39 


70.35 


15.00 


-16.45 


-21.09 


69 98 ■ 


,-":'*l.'C An 
is • v y 


-17.59 


^19.15 


: j59;91 . 


15 on 


-16.73 


-18.54 


58y89 


15-00 


-17.24 


-17.11 


J s <S8 : |S;l;i ' 


15.00 


-16.31 


-16.45 


67; 49 


15 ; 00 


-18.63 


-17.19 


67^92 




-15.27 


:-18v4|;:" 


69.36 


15 on 


-14.36 


-18.89 


^58; 64 " 


15 on 


-15.06 


-17.98 


70*58 ' ' 


15 .00 


-13.73 


-^17 . 83 


71.15 


15 on 


-13 .78 


-16.81 


72.29 


15 w 00 


-14.32 


-15.46 . 


71.87 


15 00 


-14.20 


-15:i0 ' 


70 ,68 


15 .00 


-14.86 


-14.76 


72.75 


15.00 


-13,05 


-19.09 • 


71.70 


15 .00 


-11.81 


-19.13 . 


71; 78 


15.00 


-13.81 


-20.12 . 


72 .07 


15/00 


-13;22 


-21.32 


72, 67 


15:00 


-13.29 


-22.63 


■ 71.91 


15.00 


-12.56 


-23.59 


72; 23 


15.00 


-13 . 83 


-21.53 


74.0S 


15.00 


-14.01 


-20.02 


75.04 


15.00 


-14.19 


-22.77 . 


70.96 


15; 00 


-14.26 


-24.02 


70.22 


15.00 


-15,60 


-24.16 


69.48 


15.00 


•15.62 


-25.44 


68; 67 


15.00 


•16.73 


-24.15 ' 


70.48 


15. 00 


•13.09 


-24.06 


69,25 


15.00 


13 . 23 


-23.80 


68.06 


15.00 


11.91 


-24.40 


69.77 


15.00 


10.67 


-24.46 


69.00 


15.00 


-9.53 


-24.83 


69.93 


15 .00 


10.02 


-25.66 


70.98 


15.00 


10 ,66 


-25.38 


67.79 


15.00 
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TABLED 

58 SEP O -9.70 -25.38 67.02 15.00 

59 GLU N -11.70 -26.18 67.64 15.00 
59 GLU CA -11.82 -27.10 66.50 15.00 
59 GLU CB -12.70 -28.31 66.86 15.00 
59 GLU CG -12,16 -29.19 67.99 15.00 
59 GLU CD -12.31 >28.56 69.36 15.00 
59 GLU OE1 -13.46 -28.38 69.83 15.00 
59 GLU OE2 -11.28 -28.23 69.97 15. 00 
59 GL U C -12.44 -26.34 65.33 15.00 

59 GLU 0 -12.44 -26,81 64.19 IS^OQ 
. ■ ■ / 60 ASN N J . ; ;, -13,03 ; -25.19 ■ . 65. 61 . i 15,00 

60 ASN CA -13 .64 ^24.37 64 .58 15 . 00 
60 ASN CB -15.08 -23.98 64.97 15.00 
60 ASN CG -16.03 -25.16 64.95 15.00 
60 ASN OD1 -17.08 -25.12 65.58 15.00 
60 ASN ND2 -15.68 -26.20 64.22 15 .00 
60 ASN C -12 .79 -23 . 12 64.31 15.00 

60 ASN 6 -11 : 88 -22,80 65V06 15.00 

61 ASPN rl3>13 -22,40 63.25 15.00 ' 
61 ASP CA -12 .38 -21.21 62.87 15; 00 
61 ASP CB r.12.30 -21.14 61.34 15.00 
61 ASP CG -10.95 -20.64 60.84 15.00 
61 ASP OD1 -10.04 -20 .40 61.65 15.00 
61 ASP OD2 -10.80 -20.50 59.60 15.00 
61 ASP C -12.97 -19.91 63.44 15.00 

61 ASP O -15.70 -18.83 62.93 15.00 

62 GLY N Hi3>78 -19.99 64.49 15.00 
62 GLY CA -14.37 -18,79 65.05 15.00 
62 GLY C -15.25 -18.07 64.05 15.00 

62 GLY O -16.26 -18.59 63.58 15.00 

63 CYS N -14.89 -16.85 63.70 15.00 
63 CYS CA -15.67 -16,11 62.72 15.00 
63 CYS C -15.48 -16.70 61.33 15.00 
63 CYS O -16.15 -16.28 60.39 15.00 
63 CYS CB -15.30 -14.62 62.69 15.00 

63 CYS SG fl5.85 -13.63 64.12 15.00 

64 GLY N -14. 54 -17 .62 61. 19 15.00 
64 GLY CA -14.29 -18.25 59.90 15.00 
64 GLY C -15.24 -19.41 59.67 15.00 

64 GLY O -15.32 -19.97 58.57 15.00 

65 GLY N -15.97 -19.80 60.70 15.00 
65 GLY CA -16.91 -20.91 60.56 15.00 
65 GLY C -16.55 -22.16 61.33 15.00 



WO 97/16177 PCT/US96/17SI2 

TABLE H 

65 GLY O -15.46 -22.30 61.90 15.00 



15.00 



66 GLY N -17.47 -23.10 61.38 

66 GLY CA -17.25 -24.34 62.07 15.00 

66 GLY C -18.51 -25.15 61.93 15.00 

66 GLY G -19.46 -24.72 61.29 15.00 

67 TYR N -18.50 -26.35 62.49 15.00 
67 TYR CA -19.66 -27.22 62.44 15.00 
67 TYR GB -19.25 -28.66 62.13 15.00 
67 TYR CG -18.41 -28.83 60.89 15.00 
67 TYR CD1 -19.00 >29.00 59.64 15.00 
: 67 TYR CE1 -18,22 -29.18 58.51 15.00 
67 ;tYR CD2 -17.03 -28.83 60.98 15.00 
:67 TYR CE2 -16.25 -29.01 59.86 15.00 

; 67 TYR CZ ; -16.84 -29.18 58.63 15.00 

67 TYR OH -16.03 -29,34 57.52 15.00 
,67 TYR G -20.27 -27.16 63 .83 15.00 

: y 67?TXR;0 -19.59 -26.85 64,80 15.00 

68 MET N ■[ -21.55 -27.48 63.93 15.00 
68 MET CA -22.24 -27.45 65.20 15.00 
68 MET CB -23 .75 -27.51 65.00 15,00 
68 MET CG -24.34 -26-31 64.22 15.00 
68 MET SD -23 .95 -26,25 62.46 15.00 
68 MET CE -25.40 -26.96 61.77 15.00 
68 MET C -21,76 -28.58 66.11 15.00 

68 MET 6 -21.49 -28.37 67.29 15.00 
695THR N -21.57 -29,78 65.56 15,00 

69 THR CA -21.13 -30.94 66.33 15.00 
;69 THR CB -20.92 -32,18 65.44 15 .00 
69 THR OG1 -20.10 -31.83 64.31 15.00 
69 THR CG2 -22 .26 -32.69 64.93 15 .00 

69 THR C -19.85 -30.65 67.12 15.00 
^9 THR O -19.69 -31.11 68.26 15.00 

70 ASM N -18.95 -29.84 66.55 15.00 
70 ASN CA -17.71 -29.46 67.22 15.00 
70 ASM CB -16,73 -28.81 66.24 15.00 
70 ASN CG -15.97 -29.81 65.39 15.00 
70 ASN OD1 -15.41 -29.45 64.37 15.00 
70 ASN ND2 -15.92 -31.06 65.83 15.00 
70 ASN C -17.96 -28.52 68.39 15.00 

70 ASN O -17.14 -28.42 69.30 15.00 

71 ALA N -19.06 -27.78 68.35 15.00 
71 ALA CA -19.42 -26.86 69.44 15.00 
71 ALA CB -20.32 -25.76 68.92 15.00 



WO 97/16177 PCIYUS96/17512 

TABLE H 

71 c -20.12 -27.66 70.53 15.00 

71 ALA O -19.94 -27.42 71.73 15.00 

72 PHE N -20.96 -28.60 70.13 15.00 
72 PHE GA -21.67 -29.44 71.08 15.00 
72 PHE CB -22.56 -30.44 70.34 15.00 
72 PHE CG -23.74 -29.82 69.63 15.00 
72 PHE CD1 -24.33 -28.66 70.11 15.00 
72 PHE CD2 -24.27 -30.43 68.50 15.00 
72 PHE CE1 -25.45 -28.12 69,48 15.00 
72 PHE CE2 -25.39 -29.90 67.87 15.00 

v 72 PHE CZ -25.98 -28.74 68.35 15.00 

72 PHE C -20.60 -30.19 71.89 15.00 

72 PHE O -20.60 -30.15 73.12 15,00 
73VGLNN -19.64 -30.81 71.21 15.00 

73 GLN CA -18.58 -31.56 71.87 15.00 
• 73 GLN CB "17 -64 -32; 18 70.82 15.00 

73y GLN CG -16.55 -33 .13 71.36 15.00 

73 GLN CD -17.07 -34.54 71.69 15.00 

73 GLN OE1 -17.16 -34.93 72,87 15.00 

73 GLN NE2 -17.37 -35.32 70.65 15.00 

73 GLN C -17.81 -30.69 72.87 15.00 

73 GLN O -17.46 -31.13 73.96 15,00 
. . : 74 TO N -17.55 -29 .43 72. 53 15 .00 

74 TYR GA -16.82 -28.56 73.44 15.00 
74 TYR CB -16.43 -27,25 72.75 15.00 
74 TYR CG -16.11 -26.12 73.70 15.00 
74 TYR CD1 -14.83 -25.93 74.20 15,00 
74 TYR CE1 -14.54 -24.93 75.11 15.00 

15 .00 



74 TYR CD2 -17,11 -25.25 74.14 
74 TYR CE2 -16.84 -24.23 75.06 15.00 

15.00 
15; 00 



74 TYR CZ -15,55 -24.08 75.53 
74 TYR OH -15.28 -23.08 76.45 
74 TYR c -17,62 -28.25 74.70 15.00 

15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



74 TYR O -17.05 -28.00 75.76 

75 VAL N -18.94 -28.18 74.59 
75 VAL CA -19.77 -27.89 75.75 
75 VAL CB -21.21 -27.54 75.33 
75 VAL CGI -22,04 -27.14 76.54 
75 VAL CG2 -21.20 -26.39 74.33 
75 VAL C -19.74 -29.11 76.68 

75 VAL O -19.87 -28.99 77.90 

76 GLN N -19.50 -30.29 76.09 
76 GLN CA -19.43 -31.54 76.84 



as" 



WO 97/16177 PCMJS96/17512 

TABLE n 



76 GLN CB -19.51 -32.72 75.88 

76 GLN CG -19 . 44 -34.3.0 76 .53 

76 GLN CD -19.41 -35,21 75.50 

76 GLN OEl -20.45 -35.67 75. 05 

76 GLNNE2 -18.23 -35.64 75.12 

76 GLN C -18.15 -31.64 77.66 

76 GLN O -18.20 -31.71 78.89 

77 LYS N -17.00 -31.64 77.00 
77 LYS CA -15.72 -31.75 77.70 
77 LYS CB -14 . 60 -32.13 76.73 
77 LYS CG -14.72 -31.53 75.36 
77 LYS CD -13.52 -31.92 74,50 
77 LYS CE -13 .77 -3 1 , 61 73 . 03 
77 LYS NZ -14.25 -30.21 72.83 
77 LYS C -15.29 -30.55 78.56 

77 LYS 0 -14.36 -30.63 79.36 

78 ASN N -15.94 -29.41 78.38 
78 ASN CA -15.62 -28.22 79.15 
78 ASN CB -15.75 -26.98 78.27 
78 ASN CG -15.54 -25.69 79.03 
78 ASN OD1 -14,43 -25.40 79.46 
78 ASN ND2 -16.60 -24 .91 79 . 16 
78 ASN C -16.60 -28.14 80.32 
78 ASN 0 -16.47 -27.32 81.22 15.00 

15.00 
15.00 
15.00 



15,00 
15.00 
15:00 

is. 00 

15.00 
15.00 
15.00 
15.00 
15.00 

is. do 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15. 00 
15.00 
15, 00 
15.00 
is .00 
15.00 



79 ARG N -17.60 -29.01 80.27 

79 ARG CA -18.63 -29.08 81.29 

79 ARG CB -18.06 -29.64 82.60 

79 ARG CG -17.45 -31.04 82.42 15.00 

79 ARG CD -17.13 -31.71 83.75 15.00 

79 ARG NE -18.34 -32.20 84.40 15.00 

79 ARG CZ -18.91 -33.37 84.15 15.00 

79 ARG NH1 -18,36 -34.20 83.26 15.00 

79 ARG NH2 -20.05 -33.70 84,75 15.00 

79 ARG C -19.36 -27.77 81.50 15.00 

79 ARG O -19.57 -27.33 82.64 15.00 

80 GLY N -19.75 -27.14 80.39 15.00 
80 GLY CA -20.48 -25.89 80.49 15.00 
80 GLY C -20.34 -24.84 79.40 15.00 

80 GLY O -19.34 -24.78 78.67 15.00 

81 ILE N -21.39 -24.02 79.30 15.00 
81 ILE CA -21.46 -22.91 78.36 15.00 
81 ILE CB -22.22 -23.28 77.05 15.00 
81 ILE CG2 -23.65 -23.63 77.33 15.00 



TABLE n 



81 ILE CGI 
81 ILE GDI 
81 ILE G 

81 ILE O 

82 ASP N 
82 ASP CA 
82 ASP CB 
82 ASP CG 
82 ASP GDI 
82 ASP OD2 

, 82 ASP C 

82 ASP O 

83 SER N 
83 SER CA 
83 SER CB 
83 SER OG 

•83 SER C 

83 SER O 

84 GLU N 
84 GLU CA 
84 GLU CB 
84 GLU CG 
84 GLU CD 
84: GLU OSl 
84 GLU OE2 
84 GLU C 

84 GLU O 

85 ASP N 
85 ASP CA 
85 ASP CB 
85 ASP CG 
85 ASP OD1 
85 ASP OD2 
85 ASP C 

85 ASP O 

86 ALA N 
86 ALA CA 
86 ALA CB 
86 ALA C 

86 ALA O 

87 TYR N 
87 TYR CA 
87 TYR CB 



-22.16 

-22. 80 

-22.15 

-23.20 

-21. 51 

-22.01 

-20.99 

-19,78 

-18.71 

-19,91 

-23.36 

-23.86 

-23.91 

-25.16 

-25.99 

-25.21 

-24.75 

-23.63 

-25.64 

-25.32 

-26 .48 

-26.16 

-25.34 

-24.85 

-25.19 

-24.88 

-24.03 

-25.44 

-25.03 

-25,92 

-25.48 

-24.60 

-26.00 

-23.59 

-22.83 

-23 . 18 

-21.82 

-21.76 

-20.78 

-19.62 

-21.18 

-20.23 

-19.79 



-22 ,09 
-22.35 
-21.75 
-21.93 
-20.59 
-19.37 
-18.24 
-18.37 
-17.88 
-18.93 
-18.86 
-19.29 
-17.90 
-17.25 
-16.98 
-16.38 
-15.93 
-15.45 
-15.33 
-14. 09 
-13.65 
-12.52 
-12.95 
-14.10 
-12.13 
-12.96 
-12.14 
-12.87 
-11.81 
-11.77 
-10.69 
-9.85 
-10.66 
-12,02 
-11.07 
-13.27 
-13,56 
-14.91 
-13.48 
-13.15 
-13,74 
-13.71 
-15.15 



76.08 

74.75 

79,07 

79.71 

79.03 

79.65 

79.46 

80.35 

79.95 

81.47 

79.13 

78.09 

79.86 

79. 50 

80.76 

81.78 

78.85 

79.05 

78.07 

77.39 

76.52 

75 .57 

74.38 

74.35 

73; 45 

78.31 

77.94 

79.52 

80.45 

81.71 

82.73 

82.41 

83.87 

80.86 

81.00 

81.05 

81.47 

82.14 

80.36 

80.59 

79.12 

78.02 

77.74 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

is .00 

15.00 

15. P0 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15,00 

15 r 00 

15.00 

15.00 

15.00 

15.00 

15 ,00 

15.00 

15.00 



TABLED 



87 TYR CG 
87 TYR GDI 
87 TYR CE1 
87 TYR GD2 
87 TYR : GE2 
87 TYR CZ 
87 TYR OH 
87 TYR C 

87 TYR O 

88 PRO N 
88 PROcCD 
8 8 PRO CA 
88 PRO CB: 
88 PRO CG 
88 PRO C 

88 PRO O 

89 TYR N 
89 TYR CA 
89 TYR CB 
89 TYR CG 
89 TYR GDI 
89 TYR CE1 
89 TYR GD2 
89 TYR CE2 
89 TYR CZ 
89 TYR OH 
89 TYR C 

89 TYR O 

90 VAL N 
90 VAL CA 
90 VAL CB 
90 VAL CGI 
90 VAL CG2 
90 VAL C 

90 VAL 0 

91 GLY N 
91 GLY CA 
91 GLY C 

91 GLY O 

92 GLN N 
92 GLN CA 
92 GEN CB 
92 GLN CG 



-18 . 44 

-17.91 

-16.69 

-17.72 

-16 . 50 

-16.00 

-14.79 

-20.92 

-21.26 

-21.19 

-21.02 

-21.85 

-21.91 

-22.06 

-21.13 

-19.90 

-21.93 

-21.47 

-22.64 

-22.28 

-21.43 

-21.07 

-22.75 

-22 .39 

-21.55 

-21.15 

-20.94 

-21.71 

-19.64 

-19.06 

•17.75 

•17.98 

•16.69 

•18.87 

18.28 

19.30 

19.20 

17 .86 

17.67 

16.91 

15.59 

14.80 

14.73 



-15.33 
-14.37 
-14.59 
-16.51 
-16.73 
-15.77 
-16.02 
-13.13 
-13.88 
-11.80 
-10.93 
-11.07 
-9.64 
-9.86 
-11.13 
-11.11 
-11.18 
-11.28 
-11.80 
-12 . 14 
-13.20 
-13.48 
-11.36 
-11.63 
-12.69 
-12 . 93 
-9.96 
-9.04 
-9.86 
-8.63 
-8.27 
-8.12 
-9.32 
-8.65 
-7.74 
-9.73 
-9.84 
-10.11 
-9 . 84 
-10.66 
-10.97 
-9.69 
-8.76 



77.08 
76 ? 21 
75 .57 

• 77128 
761(64 : 
75.79 
75.16 
76.79 

' 75 .86 
76.79 
77,96 

■ : 75f70 v 
' ■ 76^23 

■ 77.72 
: 74- 36 : 

. • 74.31 
' ^3 : 'v:3#. ; ' 
71 . 92 
71.09 
69.68 
69.39 
68 ; 09 
68. 63 
67,32 
67.06 
65.77 
71.34 
71.08 
71.12 
70.58 
71 .27 
72.76 
70.99 
69 . 07 
68.50 
68.44 
67.00 
66 . 36 
65.18 
67.11 
66.57 
66.32 
67 . 51 



: 15.00 
15.00 
: 15;00 
: 15 .00 
15.00 
15.00 

.;*.if;:6:o;. 

15.00 

: : 15, bo . 

•15.00 
15.00 
15.00 

'15i00 

- 15,00 ' 
: is -po 

V->15^:B0 ; :. . 
'^iS^'CJo-- 
15 . 00 
ISrOO 
15,00 
15,^0 
15 .00 
15.00 
15.00 
15.00 
15,00 
15.00 
15.00 
15 . 00 
15.00 
15.00: 
15.00 
1500 
15.00 
15,00 
15.00 
15,00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 



TABLE n 



92 GLN CD 
92 GLN OE1 
92 GLN NE2 
92 GLN C 

92 GLN 0 

93 GLU N 
93 GLU CA 
93 GLU CB 
93 GLU CG 
93 GLU CD 
93 GLU OE1 
93 GLU OE2 
93 GLU C 

93 GLU 0 

94 GLU N 
94 GLU CA 
94 GLU CB 
94 GLU CG 
94 GLU CD 
94 GLU OEl 
94 GLU OE2 
94 GLU C 

94 GLU 0 

95 SER N 
95 SER CA 
95 SER CB 
95 SER OG 
95 SER C 

95 SER 0 

96 CYS N 
96 CYS CA 
96 CYS C 
96 CYS 0 
96 CYS CB 

96 CYS SG 

97 MET N 
97 MET CA 
97 MET CB 
97 MET CG 
97 MET SD 
97 MET CE 
97 MET C 
97 MET O 



-13.95 
-12.73 
-14.65 
-14.83 
-15.17 
^13.80 
-13.02 
-12.36 
-11.54 
-11.57 
-10.51 
-12 . 67 
-11,99 
-11.29 
-11.89 
-10.96 
-11.65 
-12.68 
-13 .96 
-13.96 
-14.97 
-10.54 
-10.95 
-9.72 
-9.26 
-8.26 
-7.14 
-10.41 
-11.34 
-10.37 
-11.44 
-11.55 
-10.58 
-11.13 
-12.35 
-12.72 
-12,95 
-13.50 
-12.65 
-13.49 
-14.95 
-13.95 
-14.60 



-7.50 
-7.54 
-6.38 
-11.87 
-11.94 
-12.53 
-13.45 
-14.52 
-13.97 
-14.90 
-15.16 
-15.36 
-12.78 
-11.86 
-13.29 
-12.78 
' -11.74 
-12.34 ■ 
-11.54 
-10.36 
-12.08 
-13.98 
-15.10 
-13.74 
-14.80 
-14.23 
-13.65 
-15 .51 
-14.87 
-16.84 
-17.57 
-17.03 
-17.04 
-19.06 
-20 . 02 
-16.51 
-IS. 95 
-14.53 
-13.51 
-11.94 
-12.05 
-16.74 
-16.15 



67.19 

67.06 

67.02 

67.53 

68.71 

67.04 

67 .85 

66.98 

65.80 

64.59 

63.98 

64.22 

68.74 

68.33 

69. 97 

70,96 

71.84 

72 .79 

72.88 

72.44 

73.38 

71.82 

71.55 

72.84 

73.73 

74 . 75 

74.09 

74.46 

74.95 

74.53 

75.21 

76.62 

77.37 

75.26 

76.20 

76.97 

78.31 

78.21 

77.52 

77.83 

76.75 

79.15 

80.02 



15.00 

15.00 

15.00 

15.00 

15:00 

15 .00 

15.00 

15.00 

15. 00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15500 

15.00 

15v00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15, 00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



TABLE n 



98 TYR n 

..[ 98 TYR CA 
■ 98 TYR CB 
98 TYR CG 
9 8 TYR GDI 
98 TYR GEi 
98 TYR CD2 
98 TYR GE2 
98 TYR CZ 
\ 98 TYR OH 
/''9:8.:-TYR:;fe :: \ 

98 TYR 0 
■. 9? ASN N 

. 99 ASN CA • 

99 ASN CB 

• 99 ASN CG 
99 ASN OD1 
99 ASN ND2 

• 99\asn^;c^ :; 

99 ASN O 
100 PRO N 
100 PRO CD 
100 PRO CA 
100 PRO CB 
100 PRO CG 
100 PRO C 

100 PRO O 

101 THR N 
101 THR GA 
101 THR CB 
101 THR OGl 
101 THR CG2 
101 THR C 

101 THR 0 

102 GLY N 
102 GLY CA 
102 GLY C 

102 GLY O 

103 LYS N 
103 LYS CA 
103 LYS CB 
103 LYS CG 
103 LYS CD 



-14.08 
-15.05 
-14.89 
-15.95 
-17.30 
-18.28 
^15.61 
, -16.58 
-17 .91 
-18.86 
. -14.99 
-13.92 
-16.16 
-16.30 
-16.73 
-17.06 
/ -16.96 
•■17 .47 
-17.34 
-18.55 
-16.89 

: : ;-i5^6,- . 

-17.73 
-16.74 
-15.49 
-18.84 
-19.93 
-18.58 
-19.58 
-18,99 

-17.76 
-19.95 

-20.78 

-2i.93 

-20.52 

-21.57 

-22 .29 

-23.36 

-21.70 

-22.30 

-21.60 

-22.34 ; 

-21.59 



T18.05 
-18.82 
-20.33 
-21.14 
-21.01 
-21.71 
-22 .00 
-22.70 
-22.55 
-23 .22 
-18.51 
—18.32 
-18.49 
-18.18 
-16.72 
-16.32 
-17.13 
-15.06 
-19.10 
-18.87 
-20.13 
-20.39 
-21.12 
-21.80 
-21.81 
: ~20/ii4 : 6/'-; 
-21.02 
-19.26 
-18153 
-17^20- 
-17.48 
-16.50 
-18.25 
-18.29 
-17.99 
-17.69 
-18.89 
-18.73 
-20.07 
-21.29 
-22.52 
-23.84 
-24.99 



78.94 

79.70 

79.47 

80.19 

79.88 

80.58 

81,23 

81.94 

81.62 

82.33 

81,20 

81.77 

81.82 

83.23 

83.37 

84.81 

8S.74 

84.98 

83.86 

83.72 

84.60 

84.86 

85.29 

86.22 

85.41 

86.07 

86.20 

86.58 

87.34 

87.84 

88.53 

88.80 

86.46 

86.93 

85.18 

84.23 

83 .62 

83 . 04 

83 . 72 

83,17 

83 .76 

83 .55 

84.23 



15.00 

15.00 

15.00 

15.00 

15; 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15:00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

is. oo 

15.00 
15.00 
15.00 
15.00 



WO 97/16177 PCT/US96/I7512 

TABLED 

i03 LYS CE -22.56 -26.02 84.79 15.00 

103 LYS NZ -23.48 -26 .58 83.76 15.00 

103 LYS C -23.81 -21.37 83.41 15.00 

103 LYS O -24.27 -21.24 84.54 15.00 

104 ALA N -24.58 -21.60 82.35 15.00 
104 ALA CA -26.04 -21.70 82.45 15.00 
104 ALA CB -26.69 -20.52 81.78 15.00 
104 ALA C -26.60 -22.99 81.88 15.00 

104 ALA 0 -27.76 -23,32 82.12 15.00 

105 ALA N -25 . 81 -23 . 71 81.09 15 .00 
105 ALA CA -26.26 -24.97 80.50 15.00 
105 ALA CB : -26.99 -24.72 79.19 15.00 
105 ALA C -25.10 -25.92 80.28 15.00 

105 ALA P -23.93 -25.52 80.38 15.00 

106 L YS N -25.41 -27.18 79.98 15.00 
106 LYS CA>. v .{ -24.40 -28.19 79.72 15.00 
106 LYS CB -23.77 -28.66 81.03 15.00 
106 LYS CG -24.73 -29.25 82.04 15.00 
106 LYS CD -24.01 -29.56 83.33 15.00 
106 LYS CE. -22.75 -30.37 83.07 15.00 
106 LYS NZ -23.05 -31.63 82.31 15.00 
106 LYS C -25.06 -29.34 78.99 15.00 

106 LYS 0 -26.28 -29.39 78.94 15.00 

107 CYS N -24.27 -30.21 78.38 15.00 
107 CYS CA -24 .83 -31 . 36 77.65 15,00 
107 CYSUCB -25.14 -30.97 76.20 15.00 
107 CYS SG -23 . 71 -31.01 75.11 15.00 
107 CYS C -23.95 -32.61 77.67 15.00 

107 CYS O -22.73 -32.53 77.81 15.00 
108. ARG N -24.59 -33.76 77.53 15.00 

108 ARG CA -23.92 -35.05 77.54 15.00 
108 ARG CB -24.66 -36.03 78.46 15.00 
108 ARG CG -26 .18 -35.81 78.55 15.00 
108 ARG CD -26.93 -37.01 79,17 15.00 
108 ARG NE -27,06 -38.15 78.25 15.00 
108 ARG CZ -28.19 -38.49 77.62 15.00 
108 ARG NH1 -29.31 -37.79 77.80 15.00 
108 ARG NH2 -28. 22 -39 .56 76 .84 15.00 
108 ARG C -23.70 -35.67 76.15 15.00 

108 ARG O -23.77 -36.88 75.98 15.00 

109 GLY N -23.44 -34.83 75.16 15.00 
109 GLY CA -23.19 -35.32 73.82 15.00 
109 GLY C -24.08 -34.73 72.75 15.00 



TABLE 0 

109 GLY O -24.72 -33.69 72.94 15.00 

110 TYR N r24.15 -35.41 71.61 15.00 
110 TYR CA -24.97 -34.95 70,50 15.00 

15.00 
15.00 



110 TYR CB -24.19 -33.91 69.71 
110 TYR CG -22.97 -34.46 68.99 
110 TYR GDI -21.71 -34.43 69.59 15.00 

15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15.00 
15.00 



110 TYR CE1 -20.59 -34.90 68.91 
110 TYR CD2 -23107 -34.99 67.71 
110 TYR CE2 -21.97 -35.45 67.03 
110 TYR CZ -20. 73 -35.40 67.63 
110 TYR OH -19.63 -35.82 66.93 
110 TYR C -25:31 -36.11 69.57 

110 TYR O -24.61 -37.12 69.54 

111 ARG N -26.35 -35.94 68.76 
111 ARG CA -26.74 -36.97 67.82 15.00 

15.00 
15.00 
15.00 
15.00 
IS. 00 



111 ARG GB -28.02 -37.68 68 . 29 
111 ARG CG -27.87 :A38. 44 69.61 
111 ARG CD -29,17 -39 .16 70 .00 
111 ARG NE -29.49 -40. 25 69 .07 
111 ARG CZ -28.84 -41.41 69.03 
111 ARG NH1 T 29. 20 -42.34 68. 14 15 . 00 

15.00 
15.00 



ill ARG NH2 -27.85 -41 . 65 69.88 

111 ARG C -27.00 -36.34 66.45 

111 ARG O -27.71 -35.34 66.34 15.00 

112 GLUN -26.39 -36.90 65.42 15.00 
112 GLU CA -26.57 -36.42 64.06 15.00 
112 GLU CB -25,27 -36.56 63.27 15.00 
112 GLU CG -24.17 -35.62 63.74 15.00 
112 GLU CD -22,80 -35 .91 63. 12 15 . 00 
112 GLU OE1 -22,22 -34.99 62.47 15.00 
112 GLU OE2 -22.29 -37.05 63.30 15.00 
112 GLU C -27.68 -37.26 63.45 15.00 

112 GLU O -27.84 -38.43 63.80 15.00 

113 ILE N -28.50 -36.63 62.61 15.00 
113 ILE CA -29.60 -37.28 61.90 15.00 
113 ILE CB -30.69 -36.23 61.48 15.00 
113 ILE CG2 -31.45 -36.68 60.25 15.00 
113 ILE CGI -31.68 -35. 99 62.62 15. 00 
113 ILE CD1 -31.14 -35,16 63.73 15.00 
113 ILE C -29.00 -37.94 60.66 15.00 

113 ILE G -28.03 -37.44 60.10 15.00 

114 PRO N -29.54 -39.09 60.23 15.00 
114 PRO CD -30.62 -39.89 60.83 15.00 



\VL- 



WO 97/16177 PCT/US96/17512 

TABLE II 

114 PRO CA -29.00 -39.75 59.04 15.00 

114 PRO CB -30.00 -40.89 58.81 15.00 

114 PRO GG :-30.41 -41.24 60.19 15.00 

114 PRO C -28.97 -38.80 57.86 15.00 

114 PRO O -29.98 -38.20 57.52 15.00 

115 GLU N -27.80 -38.73 57.22 15.00 
115 GLU CA -27.56 -37.86 56.07 15.00 
115 GLU CB -26,14 -38.07 55.52 15.00 
115 GLU GG -25.92 -37.52 54.10 15.00 " 
115 GLU CD -24.48 -37.06 53.82 15.00 
115 GLU 0E1 -23.52 -37,73 54.28 15,00 
115GLUOE2 -24.30 -36.02 53,15 15.00 
115 GLU C r28.55 -38.00 54.93 15.00 

115 GLU O -28.57 -39.02 54.26 15.00 

116 GLY N -29.31 -36.94 54.69 15.00 
116 GLY CA -30.27 -36.94 53.60 15.00 
116 GLY C -31.66 -37.41 53.97 15.00 

116 GLY O -32.57 -37.40 53.14 15.00 

117 ASN N -31.86 -37.78 55.24 15.00 
117 ASN CA -33.15 -38.29 55.69 15.00 
117 ASN CB -32.94 -39,38 56.73 15.00 
117 ASN GG —34.19 -40.18 56.99 15.00 
117 ASN OD1 -35.32 -39.68 56.89 15.00 
117 ASN ND2 -34.00 -41.46 57.33 15.00 
117 ASN C -34.07 -37.22 56.27 15.00 

117 ASN 0 -33,93 -36.82 57.43 15.00 

118 GLU N -35,06 -36.79 55.50 15.00 
118 GLU CA -35.97 -35.78 55.99 15.00 
118 GLU CB -36.70 -35.07 54.85 15.00 
118 GLU CG -36.04 -33.77 54.42 15.00 
118 GLU CD -36.91 -32.99 53.45 15.00 
118 GLU OE1 -36.81 -33.22 52.23 15.00 
118 GLU OE2 -37.72 -32.15 53.91 15.00 
118 GLU C -36.97 -36.33 56.98 15.00 

118 GLU O -37.46 -35.59 57.83 15.00 

119 LYS N -37,32 -37.61 56.90 15.00 
119 LYS CA -38.27 -38.14 57.87 15.00 
119 LYS CB -38.85 -39.49 57.42 15.00 
119 LYS CG -40.19 -39.34 56.68 15.00 
119 LYS CD -40.08 -38.40 55.47 15.00 
119 LYS CE -41.47 -38.06 54.90 15.00 
119 LYS NZ -42.26 -37.19 55.83 15.00 
119 LYS C -37,62 -38.24 59.24 15.00 



TABLE n 

119 LYS 0 -38.23 -37. 90 60 .26 15 . 00 

120 ALA N -36.35 -38.62 59.28 15.00 
120 ALA CA -35.63 -38.70 60.54 15.00 
120 ALA CB -34.25 -39.25 60.33 15.60 
120 ALA C -3S,55 -37.30 61.16 15.00 

120 ALA 0 -35.58 -37.15 62.38 15.00 

121 LEU N -35.45 -36.27 60.32 15:00 
121 LEU CA -35.38 -34.89 60.82 15.00 
121 LEU CB -34.93 -33.91 59.73 15.00 
121 LEU CG -34.80 -32.45 60.19 15 00 
121 LEU CD1 -33.77 -32.34 61.30 15. 00 
121LEUCD2 -34.42 -31.56 59.03 15.00 
121 LEU C -36.74 -34. 48 61.36 15.00 

121 LEU O -36. 83 -33.80 62. 38 15100 

122 LYS N -37.79 -34.89 60.66 15.00 
122 LYS CA -39.16-34.58 61.05 15,00 
122 LYS CB -40.14 -35.19 60.07 15,00 
122 LYS CG -41.57 -34.80 60.31 15,00 
122 LYS CD -42.49 -35,45 59.32 15.00 
122 LYS CE -43,95 -35.16 59.67 15.00 
122 LYS NZ -44.88 -35.66 58.60 15.00 
122 LYS C -39.41 -35 .15 62. 44 15.00 

122 LYS O -39.87 -34.44 63.33 15.00 

123 ARG. N, -39.12 -36.44 62.62 15.00 
123 ARG CA -39.29 -37.10 63.90 15.00 
123 ARG CB -38.84 -38.58 63.84 15.00 
123 ARG CG -39.74 -39,50 62.99 15.00 
123 ARG CD -39,33 -40.97 63,13 15v00 
123 ARG NE -37.95 -41.22 62.73 15.00 
123 ARG CZ -37.42 -42.43 62 .51 15.00 
123 ARG NH1 -38.15 -43.53 62.66 15,00 

15.00 



123 ARG NH2 -36.17 -42,53 62 .08 
123 ARG C .38.46 -36,37 64,94 15.00 

15.00 
15.00 



123 ARG O -39.01 -35.82 65.89 

124 ALA N -37.15 -36.31 64.71 
124 ALA CA -36.22 -35.65 65.62 15.00 
124 ALA CB -34.86 -35.50 64.98 15.00 
124 ALA C -36.70 -34.29 66.11 15.00 

124 ALA O -36.67 -34.02 67.31 15.00 

125 VAL N -37.16 -33.45 65,19 15.00 
125 VAL CA -37.66 -32.13 65.55 15.00 
125 VAL CB -38,00 -31.28 64,27 15.00 
125 VAL CGI -38.50 -29,89 64.64 15.00 



1*4 
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125 VAL CG2 
125 VAL G 

125 VAL O 

126 ALA N 
126 ALA CA 
126 : ALA CB 
126 ALA C 

126 ALA O 

127 ARG N 
127 ARG GA 
127 ARG CB 
127 ARG CG 
127 ARG CD 
127 ARG NE 
127 ARG G2 
127 ARG NH1 
127 ARG NH2 
127 ARG C 

127 ARG O 

128 VAL N 
128 VAL CA 
128 VAL CB 

: 128 VAL CGI 
128 VAL CG2 
128 VAL C 

128 VAL O 

129 GLY N 
129 GLY CA 
129 GLY C 

129 GLY O 

130 PRO N 
130 PRO CD 
130 PRO CA 
130 PRO CB 
130 PRO CG 
130 PRO C 

130 PRO O 

131 VAL N 
131 VAL CA 
131 VAL CB 
131 VAL CGI 
131 VAL CG2 
131 VAL C 
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TABLE H 



-36.77 


-31.11 


63 , 41 


15.00 


-38.87 


-32.25 


66.47 


15. 00 


-39.03 


-31.46 


67.41 


15.00 


-39.71 


-33.26 


66.28 


15.00 


-40. 90 


-33.44 


67.11 


15.00 


-42.00 


-34.13 


66.32 


15.00 


-40.64 


-34 .18 


68.44 


15.00 


-41.32 


■■ "33.93 


69.44 


15.00 


-39.67 


-35.09 


68. 46 


15 .00 


-39.36 


^n3:5> :: 83,: 


69 .68 


15.00 


-38.79 


-37.22 


69.36 


15.00 


-39.80 


";^8i34:- 


69.36 


15.00 


-40.24 


/,-3 : 8,:7ir; 


67.96 


15.00 


-39.78 


V40J04; 


67 .58 


15. 00 


-40.46 


-40 .88 


66.80 


15 00 


-39.94 


;\--42 : :o6 ; 


66.52 


15.00 


-41 . 66 


-40.57 


66.33 


15. 00 


-38.36 . 


-35.09 


; 70.56 


15 .00 


-38.41 


-35,2p 


71.78 


15.00 


-37.44 


-34.37 


69.94 


15. do 


-36.42 , 


-33.64 


70.68 


15 . 00 


-35.07 


-33.76; 


69 . 99 


15.00 


-33; 97 , 


—33.24 ■ 


70.88 


15.00 


-34.81 


-35.23 


69.64 


15.00 


-36.75 


-32.17 


70.84 


15.00 


-36.91 


-31 .68 


71.94 


15.00 


-36.85 . 


-31 .47 


69.72 


15. 00 


-37.13 


-30.05 


69.75 


15 . 00 


-36,29 


-29.43 


68 . 64 


15.00 


-35.92 


-30.14 


67.70 


15.00 


-35.92 


^-28. 15 


68.76 


15.00 


-36.24 


-27.22 


69.86 


15.00 


-35.11 


:-27^4?; ; 


67.75 


15.00 


•34.80 


-26.14 


68.39 


is. oo 


-36,01 


-25 . 88 


69.20 


15 . 00 


•33-83 


-28.24 


67.40 


15.00 


•33.02 


-28.57 


68.28 


15 on 


33 .63 


-28.47 


66.11 


15.00 


32.46 


-29 . 17 


65.62 


15.00 


32.89 


-30.36 


64.73 


15.00 


31.68 


-31.12 


64 . 19 


15.00 


33.78 


-31.29 


65 .53 


15. 00 


31 .59 


-28,20 


64.81 


15.00 
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131 VAL 0 

132 S32R N 
132 S£R CA 
132 SER CB 
132 SER OG 
132 SERx C 

132 SER <> 

133 V^ N 

133 CT 

133 VAL C 

133 VAL O 

134 ALA N 
134 ALA CA 

.134 "jdj^m^'-' 

134 : ;j^'':C:V 

134 ALA 0 

135 ILE II 
135 p&jCX 
135 ILE GB 
135 ILE CG2 

135 ILE GDI 
135 ILE C 

135 ILE O 

136 ASP N 
136 ASP GA 
136 ASP GB 
136 ASP C<3 
136 J^I> cm 
136 ASP 01)2 
136 ASP C 

136 ASP O 

137 ALA N 
137 ALA CA 
137 ALA CB 
137 ALA C 

137 ALA O 

138 SER N 
138 SER CA 
138 SER CB 





TABLE II 








-32 •10 


-27.31 


64.12 


15 


.00 




-28 . 33 


64.94 


15 


.00 


"Oft : ir 

-29.35 


-27.48 


64. 21 


,15 


.00 


■ o ft ■ ft ft 

-28 .02 


-27 . 41 


64.95 


15 


.00 


-28 .18 


-26.80 


66.21 


15, 


.00 


• • Oft • v ^ ■ 

-2.9 • 1-6 


-2:8 i 09 


62.83 


15. 


00 


-28 .84 


-29.27 • 


62 . 71 


15. 


00 


-29.37 


-27.32 


61.78 


15. 


00 


-29;21 


-27.82 ;■' 


60.42 


15. 


00 


-30.58: 


-28.02 ' 


59.71 


15. 


00 


-31.50 


■ -28.91 . 


60.54 


15. 


00 



-3|v24 -26.68 59.44 15.00 

-28.37 -26.84 59.60 15.00 

"28,20 -25.68 59.99 15.00 

-27.82 -27.30 : 58.48 15.00 

-27.00 -26.45 57.62 15.00 

-25;58 -26 .95 57 . 57 15.00 

-27 -65 -26.50 56.26 15.00 

-28.14 -27.55 55.86 15 . 00 

r-27.66 -25.38 55.55 15.00 

-28.30 -25.28 54.23 15.00 

-29.70 -24.57 54.29 15.00 

"30.71 -25.39 55. 10 15.00 

-29.54 -23.15 54.87 15.00 

-30.81 -22.34 54.88 15.00 

"27.46 -24.44 53.29 15.00 

-26.40 -23.92 53.66 15.00 

"27.97 -24. 32 52 . 07 15 . 00 

-27 v34 -23 .50 51.04 15.00 

-27. 56 -24.11 49 .65 15.00 

-27.02 -23.23 48.53 15.00 

-27 .80 -22.84 47 .64 15. 00 

"25.83 -22.91 48. 54 15. 00 

-28.06 -22.16 51.14 15.00 

-29.21 -22.03 50.74 15.00 

-27.43 -21,17 51.76 15.00 

•28.07 -19.87 51.86 15.00 

•27.97 -19 .34 53.26 15. 00 

•27.47 -18.89 50.85 15.00 

•27.92 -17.75 50.72 15.00 

26-43 -19.33 50.15 15.00 

25.79 -18.51 49.14 15.00 

24.36 -19.00 48.90 15.00 
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TABLE H 

138 SER OG -23,55 -18.75 50.04 15.00 
138 SER C -26.61 -18.61 47.87 15.00 

138 SER O -26.41 -19.53 47.07 15.00 

139 LEU N -27.56 -17.70 47.74 15.00 
139 LEO CA -28.46 -17.66 46.60 15.00 
139 LEU CB -29.32 -18.92 46.55 15.00 
139 LEU CG -30.03 -19 .30 45. 25 15. 00 
139 LEU CDl -59^04 -19.96 44.31 15.00 
139 LEU CD2 -3^14 -20.28 45.54 15.00 
139 LEU G -29.35 -16.43 46.82 15.00' 

139 LEU 0 -29; 99 -16 .29 47.87 15 . 00 

140 THR N ^29> 39 -15. 54 45.83 15. 00 
140 THR CA -30.17 -14.30 45.90 15.00 
140 THR CB -30.15 -13.57 44.52 15.00 
140 THR GG1 129.95 -14.53 43.47 15.00 
140 THR CG2 t29.05 '. -12.52 44.48 15.00 
140 THR G -31,60-14.43 46.41 15.00 

140 THR O -32.02 -13.70 47.31 15.00 

141 SER N -32.35 -15.38 45.88 15.00 
141 SER CA -33.74 -15.58 46.27 15.00 
141 SER CB -34.42 -16.62 45.36 15.00 
141 SER OG -33.62 -17.78 45.21 15.00 
141 SER G -33.92 -15.96 47 .74 15.00 

141 SER O -34.99 -15.74 48.33 15.00 

142 PRE N -32.90 -16.52 48.37 15.00 
142 PHE CA -33 . 01 -16,91 49.77 15.00 
142 PHE CB -31.92 -17.91 50.15 15.00 
142/ PHE CG -31.91 -18.26 51.61 15.00 
142 PHE GDI -32.74 -19,26 52.10 15 ,00 
142 PHE CD2 -31. 09 -17.58 52.50 15,00 

: 142 PHE CE1 -32.74 -19.58 53.45 15 .00 

142 PHE CE2 -31.09 -17.90 53.87 15. 00 

142 PHE CZ -31.92 -18. 89 54. 34 15 . 00 

142 PHE C -32.87 -15.67 50.62 15.00 

142 PHE O -33.64 -15.45 51.55 15.00 

143 GLN N -31.90 -14.85 50.24 15.00 
143 GLIJ CA -31.58 -13.63 50.96 15.00 
143 GLN CB -30.25 -13.12 50.48 15.00 
143 GLN CG -29.21 -14,20 50.55 15.00 
143 GLN CD -27.89 -13.73 50.06 15.00 
143 GLN OE1 -27.33 -12.78 50.59 15.00 
143 GLN NE2 -27.36 -14.40 49.05 15.00 
143 GLN C -32.63-12.53 50.92 15.00 



143 GLN O 

144 PHE N 
144 PHE CA 
144 PHE CB 
144 PHE CG 

. 144 PHE GDI 
144 PHE GD2 
144 PHE CE1 
144 PHE CE2 
144 PHE GZ 

144 PHE C 
. $44 PHE O 

145 TYR N 
145 TYR CA 
145 TYR CB 
145 TYR CG 
145 TYR GDI 
145 TYR CEl 
145 TYR CD2 
145 TYR CE2 
145 TYR GZ 
145 TYR OH 
145 TYR C 

145 TYR O 

146 SER N 
146 SER CA 
146 SER CB 
146 SER OG 
146 SER C 

146 SER O 

147 LYS N 
147 LYS CA 
147 LYS CB 
147 LYS CG 
147 LYS CD 
147 LYS CE 
147 LYS NZ 
147 LYS C 

147 LYS O 

148 GLY N 
148 GLY CA 
148 GLY C 
148 GLY 0 



TABLE 

-32.79 -11.82 
-33.31 -12.35 
-34.36 -11.32 
-34.28 -10.50 

-34.49 -11 .30 

-33.53 -11.26 

-35.66 -12.02 

-33.74 -11.93 

-35.88 -12.69 

-34.91 -12.64 

-35.77 -11.88 

-36.77 -11.36 

-35.82 -12.95 

-37.05 -13.64 

-36.69 -14.96 

-37.83 -15.59 

-38.64 ^16.56 

-39.71 -17.11 

-38.11 -15.20 

-39.18 -15.74 

-39.98 -16.69 

-41.05 -17.22 

-37.79 -12.74 

-37.16 -12.04 

-39.12 -12.80 

-39.93 -11.97 

-40.22 -10.61 

-40.75 -10.75 

-41.25 -12 . 62 

-41.83 -12.21 

-41.74 -13.59 

-42.98 -14.28 

-44.19 -13.35 

-44.40 -12.86 

-45.58 -11.90 

-46.86 -12.63 

-48.03 -11.69 

-43.18 -15.52 

-42.61 -15.62 

-44.00 -16.45 

-44.27 -17.68 

-43.30 -18.81 

-42.38 -18.69 



51.91 15.00 

49.79 15.00 

49.70 15.00 

48.39 15.00 

47.11 15.00 

46.11 15.00 

46.88 15.00 

44.90 15.00 

45.67 15.00 

44.68 15.00 
49.96 15.00 
49.45 15.00 
50.76 15.00 
51.13 15.00 
51.83 15.00 
52.60 15.00 
52.01 15.00 
52.70 15.00 

53.91 15.00 
54.60 15.00 
53.99 15.00 
54.66 15.00 
52.10 15.00 
52.89 15.00 
52.09 15.00 
52.99 15.00 
52.35 15.00 
51.05 15.00 
53.43 15.00 
54.43 15.00 
52. 66 15. 00 
52.99 15.00 
52.82 15.00 
51,40 15. 00 
51.31 15.00 

50.95 15.00 

50.96 15.00 
52,13 15 . 00 
51.04 15.00 
52.62 15.00 
51.88 15.00 
52.16 15.00 

52.97 15.00 
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TABLE n 

149 VAL N -43; 52 -19.94 51.51 15.00 

149 VAL CA -42,66 -21.10 51.68 15.00 

149 VAL CB -43.47 -22.41 51.46 15.00 

149 VAL CG-1 -42.59 -23.63 51.61 15.00 

149 VAL GG2 -44.62 -22.47 52.45 15.00 

149 VAL C -41.57 -20.96 50.62 15.00 

149 VAL O -41.84 -20.56 49.50 15.00 

150 TYR N -40.34 -21.30 50.96 15.00 
150 TYR CA -39.24 -21.14 50.02 15.00 
150 TYR GB -38.02 -20.54 50.73 15.00 
150 TYR CG -36.80 -20.39 49.85 15.00 
150 TYR GDI -36.77 -19.48 48.80 15.00 
150 TYR GE1 -35.66 -19.36 47.97 15.00 
150 TYR GD2 -35.67 -21.18 50.05 15.00 
150 TYR CE2 -34.56 -21.07 49.24 15.00 
ISO TYR CZ -34.56 -20.16 48.20 15.00 
150 TYR OH -33.45 -20.04 47.40 15.00 
150 TYR C -38.83 -22.39 49.27 15.00 

150 TYR O -38.66 -23.45 49.85 15.00 

151 TYR N -38.62 -22.22 47.97 15.00 
151 TYR CA -38.17 -23.31 47.12 15.00 
151 TYR CB -39.33 -24.21 46.71 15.00 
151 TYR CG -38.86 -25.44 45.98 15.00 
151 TYR qbl -37.95 -26.30 46.56 15.00 
151 TYR CE1 -37. 46 -27 . 40 45.87 15.00 
151 TYR CD2 -39.29 -25.71 44.68 15.00 
151 TYR CE2 -38.81 -26.81 43.98 15.00 
151 TYR CZ -37.89 -27.65 44.58 15.00 
151 TYR OH -37.37 -28.73 43.90 15.00 
151 TYR C -37.49 -22.74 45.88 15.00 

151 TYR O -37.97 -21.79 45.28 15.00 

152 ASP N -36.36 -23.32 45.49 15.00 
152 ASP CA -35.64 -22.85 44.31 15.00 
152 ASP GB -34.72 -21.69 44.66 15.00 
152 ASP CG -34.07 -21,09 43.44 15.00 
152 ASP OD1 -33.12 -21.69 42.92 15.00 
152 ASP OD2 -34.52 -20.01 43.01 15.00 
152 ASP C -34.83 -23.96 43.66 15.00 

152 ASP O -33.85 -24.45 44.23 15.00 

153 GLU N -35.21 -24.32 42.44 15.00 
153 GLU CA -34.53 -25.36 41.69 15.00 
153 GLU CB -34,98 -25.36 40.21 15.00 
153 GLU CG -35.22 -23.98 39.55 15.00 
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TABLE n 

153 GLU CD -33.95 -23.34 38.93 15.00 

153 GLU OEl -33.38 -22,41 39.56 15.00 

153 GLU OE2 -33.56 -23.73 37.80 15.00 

153 GLU C -33.02 -25.27 41.80 15.00 

153 GLU O -32. 3J6 -26.29 42.00 15.00 

154 SER N -32.48 -24.05 41.74 15.00 
154 SER CA -31,02 -23.84 41.81 15.00 
154 SER CB -30.65 -22.45 41.31 15.00 
154 SER OG -30.66 -22.41 39.90 15.00 
154 SER C -30.37-24.06 43.16 15.00 

154 SER O -29.14 -23.91 43.30 15/00 

155 CYS N r31.15 -24.39 44.19 15.00 
155 CYS CA -30.56 -24.61 45.49 15.00 
155 CYS C -29.70 -25.86 45.37 15.00 
155 CYS O -30.17 -26.88 44.86 15.00 
155 CYS CB -31.63 -24.79 46.55 15.00 

155 CYS SG -31.06 -24.07 48.11 15.00 

156 ASN N -28.43 -25.75 45.74 15 .00 
156 ASN CA -27.50 -26.87 45.66 15.00 
156 ASN CB -26.13 -26.39 45.18 15.00 
156 ASN CG -25.14 -27.52 44.97 15.00 
156 ASN OD1 -25.51 -28.70 44.95 15.00 
156 ASN ND2 -23.88 -27.16 44.80 15,00 
156 ASN C -27.34-27.66 46.95 15.00 

156 ASN O -26.57 -27.31 47,85 15.00 

157 SER N -28.03 -28.79 46.98 15.00 
157 SER CA -28.03 -29.71 48.10 15.00 
157 SER CB -28.72 -31,00 47.65 15.00 
157 SER OG -29.25 -30.85 46.33 15,00 
157 SER C -26. 63 -30.03 48.63 15.00 

157 SER O -26.46 -30.47 49.77 15.00 

158 ASP N -25.61 -29.83 47.80 15.00 
158 ASP CA -24.23 -30.12 48.18 15.00 
158 ASP CB -23.50 -30.73 47.00 15.00 
158 ASP CG -23.99 -32,13 46.66 15.00 
158 ASP GDI -24.82 -32.27 45.74 15,00 
158 ASP OD2 -23.57 -33.09 47.34 15.00 
158 ASP C -23.44 -28.95 48.72 15.00 

158 ASP O -22,48 -29.13 49.48 15.00 

159 ASN N -23.80 -27.73 48.33 15.00 
159 ASN CA -23.05 -26.56 48.81 15.00 
159 ASN CB -23.07 -25.44 47.75 15.00 
159 ASN CG -22.15 -24.26 48.11 15.00 



1,0 
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159 ASN OD1 
159 ASN ND2 
159 ASN C 

159 ASN 0 

160 LEU N 
160 LEU GA 
160 LEU CB 
160 LEU CG 
160 LEU CD1 
160 LEU CD2 
160 LEU C 

160 LEU O 

161 ASN N 
161 ASN CA 
161 ASN CB 
161 ASN CG 
161 ASN GDI 
161 ASN ND2 
161 ASN C 

161 ASN O 

162 HIS N 
162 HIS CA 
162 HIS CB 
162 HIS CG 
162 HIS CD2 
162 HIS ND1 
162 HIS CE1 
162 HIS NE2 
162 HIS C 

162 HIS 0 

163 ALA N 
163 ALA CA 
163 ALA CB 
163 ALA C 

163 ALA 0 

164 VAL N 
164 VAL CA 
164 VAL CB 
164 VAL CGI 
164 VAL CG2 
164 VAL C 

164 VAL O 

165 LEU N 











-22.30 


' -23?. 64 


v 49.16 


15.00 


-21.21 


-23.95 


47.22 


15.00 


-23.63 


-26.08 


::, 50; 13 


15 . 00 


-24.43 


-25.14 


50.17 


15.00 


-23.27 


: . - 26 . 7 4 


51.23 


15.00 


-23.78 


-26.33 


•: : L;-52.i55" 


15.00 


-23.76 


-27.50 


53.53 


15.00 


-24.57 


-28.73 


53.10 


15.00 


-24.08 


-29.96 


: : , 53 . 84 


15.00 


-26.06 


-28.51 


: '53 { .3; ; 2 


15.00 


-22.87 


-25C21 


53.02 


15.00 


-21.70 


-25.45 


^ ; 53}. 29 


15.00 


-23.41 


-24.01 


53 .16 


15.00 


-22 .59 


-22:86 


y -|3 ; £54- 


15.00 


-22.43 


-21.97 


^;52';31 ' 


15.00 


-23.75 


-21.64 


51.67 


15.00 


-24.51 


-20.79 


52.17 


15.00 


-24.09 


-22.36 


:;;-5:o\:62- 


15.00 


-23.07 


-22.00 


/54i70 


15.00 


-22.32 


-21.20 


55.27 


15.00 


-24.34 


-22.10 


55.06 


15.00 


-24.87 


-21.31 


56.16 


15,00 


-25.90 


-20.34 


55.60 


is. 00 


-26.42 


-19 .36 


56.66 


15. 00 


-27.67 


—19.00 


56.94 


15.00 


-25 * 58 


-18;6l 


57,40 


15.00 


-26.30 


-17.82 


58.18 


15.00 


-27.57 


-18.05 


57.92 


15.00 


-25.52 


-22 .24 


57.17 


15.00 


-26.26 


-23.14 


56.80 


15.00 


-25.22 


-22.02 


• 58 45 ■ 


15. 00 


-25.79 


-22.84 


59i53; 


15 . 06 


-24.77 


-23.10 


60.61 


15.00 


-27.00 


-22.13 


60.10 


15.00 


-26.93 


-20.95 


60.48 


15 . 00 


•28.10 


-22.85 


60.20 


15.00 


•29.34 


-22 .30 


60.70 


15. 00 


■30.25 


-22.02 


59.52 


15.00 


31.04 


-23.26 


59.13 


15.00 


31.11 


-20.83 


59.80 


15.00 


29.96 


-23.25 


61.73 


15.00 


29.32 


-24.21 


62.14 


15.00 


31.20 


-22.99 


62 .16 


15.00 



30 



^1 



WO 97/16177 



TABLED 



PCT/US96/17512 



165 LED CA 
165 LEU CB 
165 LEU CG 
165 LEU CD1 
165 LEU CD2 
165 LEU C 

165 LEU O 

166 ALA N 
166 ALA CA 
166 ALA CB 
166 ALA C 

166 ALA O 

167 VAL N 
167 VAL ; CA 
167 VAL CB 
167 VAL CGI 
.167 VAL CG2 
167 VAL C 

167 VAL O 

168 GLY N 
168 GLY CA 
168 GLY C 

168 GLY 6 

169 TYR N 
169 TYR CA 
169 TYR CB 
169 TYR CG 
169 TYR CD1 
169 TYR CE1 
169 TYR CD2 
169 TYR CE2 
169 TYR CZ 
169 TYR OH 
169 TYR C 

169 TYR O 

170 GLY N 
170 GLY CA 
170 GLY C 

170 GLY O 

171 ILE N 
171 ILE CA 
171 ILE CB 
171 ILE CG2 



-31.87 

-31.87 

-32.48 

-31.58 

-32.71 

-33.31 

-34.08 

-33.69 

-35.06 

-35.05 

-35.91 

-35.69 

-36.89 

-37.78 

-37.89 

-38.97 

-36.58 

-39.16 

-39.98 

-39.43 

-40.71 

-40.98 

-40.05 

-42 .23 

-42.65 

-42.15 

-42.64 

-44.00 

-44 .46 

-41.75 

-42 .20 

-43.56 

-44.04 

-44.16 

-44.85 

-44.70 

-46.13 

-46.49 

-45.83 

-47.48 

-47.95 

-49.03 

-50.01 



-23.83 

-23.10 

-23.78 

-24.90 

r-22.77 

-24.16 

-23.27 

-25.43 

-25.86 

-27.27 

-25.81 

-26.57 

-24.92 

-24.65 

-23.09 

-^22.71 

-22;55 

-25.32 

-25.21 

-26.06 

-26.72 

-27.09 

-27,10 

-27.39 

-27.76 

-29.17 

-30.27 

-30,58 

-31.57 

-30.99 

-31.99 

-32,28 

-33.28 

-27.70 

-27.38 

-28.04 

-28.00 

-27.76 

-28.26 

-26.92 

-26.63 

-27.66 

-27.09 



63.17 

64 . 52 

65.74 

66.23 

66.84 

62.81 

62.49 

62.90 

62.59 

62.00 

63.86 

64 .80 

63.85 

65.00 

65.18 

66.15 

65.68 

64.93 

65.84 

63 .87 

63 .75 

62.31 ; 

61.49 

61.99 

60.65 

60-29 

61.22 

61.31 

62 .15 

62.01 

62.85 

62 ,91 

63.71 

60,54 

61.52 

59.38 

59.18 

57.73 

56.83 

57.48 

56.13 

55.72 

54.71 



15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15. 00 

15 .00 

15.00 

15 .00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE A 

171 ILE CGI -48.36 -28.95 55.21 15.00 

171 ILE GDI -49.35 -30.05 54.82 15.00 

171 ILE C -48.54 -25.23 56.14 15.00 

171 ILE O -48.91 -24,71 57.20 15.00 

172 GLN N -48.58 -24.55 55.00 15.00 
172 GLN CA -49.16 -23.20 54 . 97 15.00 
172 GLN CB -48.08 -22.18 54.62 15.00 
172 GLN CG -48.58 -20.75 54 . 57 15.00 
172 GLN CD -47.50 -19.79 54.12 15.00 
172 GLN OE1 -46.95 -19.93 53. 02 15. QO 
172 GLN NE2 -47.18-18.82 54.96 15.00 
172 GLN C -50,29 -23V15 53.96 15.00 

172 GLN 0 -51.45 -22.89 54.32 15.00 

173 LYS N -49.96 -23.36 52.68 15.00 
173 LYS CA -50.96 -23.38 51,61 15.00 
173 LYS CB -50,84 -22.14 50.69 15.00 
173 LYS CG -51.09 -20.78 51.36 15.00 
173 LYS CD -52.40 -20,72 52.16 15.00 
173 LYS CE -53.63 -20.91 51.29 15.00 
173 LYS NZ -54.88 -20^56 52.06 15.00 
173 LYS C -50,66 -24.63 50.81 15.00 

173 LYS O -50.20 -24.57 49 . 67 15.00 

174 GLY N -SO; 86 -25; 77 51.45 15.00 
174 GLY CA -50.60 -27,04 50.79 15.00 
174 GLY C -49,13 -27,39 50.91 15.00 

174 GLY O -48.77 -28; 52 51.28 15.00 
17 5 ASN N -48.26 -26.42 50.63 15,00 

175 ASN CA -46.83 -26.66 50.70 15.00 
175 ASN CB -46.06 -25.48 50.10 15.00 
175 ASN CG -46.31 -25.33 48.61 15.00 
175 ASN OD1 -47.34 -24,79 48.20 15:00 
175 ASN ND2 -45.38 -25.81 47.80 15.00 
175 ASN C -46.33-26.96 52.11 15.00 

175 ASN O -46.55 V -26. 18 53.05 15,00 

176 LYS N -45.69 -28.13 52,25 15.00 
176 LYS CA -45.13 -28.55 53.53 15.00 
176 LYS CB -44.68 -30.01 53.48 15.00 
176 LYS CG -45.77 -31.03 53 .17 15 . 00 
176 LYS CD -45.27 -32.45 53.44 15.00 
176 LYS CE -46.19 -33.50 52.85 15.00 
176 LYS NZ -46.03 -33.64 51.36 15.00 
176 LYS C -43.92 -27.66 53.74 15.00 
176 LYS O -43.25 -27.27 52.77 15.00 
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TABLED 

177 HIS N -43.57 -27.37 54.99 15.00 

177 HIS CA -42.44 -26.49 55,22 15.00 

177 HIS CB -42.90 -25.04 55.10 15.00 

177 HIS CG -43.81 -24 . 59 56.20 15.00 

. 177 HIS CD2 -43.59 -24.40 57.52 15.00 

177 HIS ND1 -45.13 -24.24 55.98 15.00 

177 HIS CE1 -45.67 -23.85 57.12 15.00 

177 HIS NE2 -44.76 -23.93 58.07 15.00 

177 HIS C -41.73 -26.66 56.55 15.00 

177 HIS O -42.31 -27; 17 57.50 15.00 

178 TOP N -40.48 -26.20 56.61 15.00 
178 TOP CA -39.68 -26.25 57.82 15.00 
178 TOP CB -38.26 -26/73 57.52 15.00 
178 TOP CG -38.13 -28.11 57.02 15.00 
178 TOP CB2 -38.29 -29.32 57.78 15.00 
178 TOP GE2 -37.96 -30.39 56.93 15.00 
178 TOP CE3 -38.68 -29.59 59.10 15.00 
178 TOP CD1 -37.74 -28.49 55.78 15.00 
178 TOP NE1 -37.62 -29.86 55.72 15.00 
178 TOP GZ2 -38:00 -31.71 57.35 15.00 
178 TOP CZ3 -38.72 -30.91 59.52 15.00 
178 TRP CH2 -38.38 -31.96 58.64 15.00 
178 TOP C -39.60 -24.81 58.34 15.00 

178 TOP O -39.21 -23.90 57.60 15.00 

179 ILE N -39.96 -24.57 59.59 15.00 
179 ILE CA -39.89 -23.23 60.17 15 . 00 
179 ILE CB -40.79 -23.11 61.41 15.00 
179 ILE CG2 -40.66 -21.74 62.03 15.00 
179 ILE CGI -42.24 -23.42 61.02 15.00 
179 ILE CD1 -43.21 -23.40 62.15 15.00 
179 ILE C -38.44 -23.00 60.58 15.00 

179 ILE O -37.97 -23.57 61.56 15.00 

180 ILE N -37.72 -22.17 59.81 15.00 
180 ILE CA -36.31 -21.89 60,07 15.00 
180 ILE CB -35.49 -21.93 58.76 15. 00 
180 ILE CG2 -34.04 -21.77 59.05 15.00 
180 ILE CGI -35.73 -23.25 58.02 15.00 
180 ILE CD1 -35.30 -24.46 58.78 15.00 
180 ILE C -36.03 -20.55 60.77 15.00 

180 ILE O -36.62 -19.52 60.42 15.00 

181 LYS N -35.13 -20.57 61.74 15.00 
181 LYS CA -34.73 -19.40 62.50 15.00 
181 LYS CB -34.63 -19.75 63.99 15 . 00 
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TABLE II 

181 LYS CG -34.15 -18.60 64.87 15.00 

181 LYS CD -33.79 -19.04 66.29 15.00 

181 LYS CE -33.65 -17.84 67.19 15.00 

181 LYS NZ -33.21 -18.18 68.57 15.00 

181 LYS C -33.36 -19.00 62.01 15.00 

181 LYS O -32.43 -19.79 62.05 15.00 

182 ASN N -33.20 -17.77 61.53 15.00 
182 ASN CA -31.90 -17.34 61.04 15.00 
182 ASN CB -32.07 -16.64 59.69 15.00 
182 ASN CG -30.84 -16.74 58.82 15.00 
182 ASN OD1 -29.75 -17.06 59.30 15.00 
182 ASN ND2 -31.01 -16.50 57.53 15.00 
182 ASN C -31.22 -16.43 62.06 15,00 

182 ASN O -31 .77 -16 . 14 63.11 15 . 00 

183 SER N -30.00 -15.98 61.77 15.00 
183 SER CA -29.29 -15.10 62.69 15.00 
183 SER CB -28.07 -15.81 63.25 15.00 
183 SER OG -27.40 -16.52 62.23 15.00 
183 SER C -28.87 -13.82 61.98 15.00 

183 SER O -27,82 -13.25 62,27 15,00 

184 TRP N -29.70 -13.35 61.06 15.00 
184 TRP CA -29,40 -12.13 60.34 15.00 
184 TRP CB -29,58 -12.36 58.83 15.00 
184 TRP CG -28.57 -13.29 58.22 15.00 
184 TRP CD2 -28.61 -13.87 56.90 15.00 
184 TRP CE2 -27.40 -14.58 56.72 15.00 
184 TRP CE3 -29.54 -13.84 55.86* 15.00 
184 TRP CD1 -27.39 -13.69 58.76 15.00 
184 TRP NE1 -26.68 -14.46 57.87 15.00 
184 TRP CZ2 -27.11 -15.26 55,53 15.00 
184 TRP C23 -29.25 -14.52 54.67 15.00 
184 TRP CH2 -28.04 -15.22 54.52 15.00 
184 TRP C -30.28 -10.98 60.82 15.00 

184 TRP O -30.61 -10,09 60.04 15.00 

185 GLY N -30.70 -11.02 62.09 15.00 
185 GLY CA -31.53 -9.96 62.66 15.00 
185 GLY C -33.03 -10.14 62.46 15.00 

185 GLY O -33.46 -10.99 61.69 15.00 

186 GLU N -33.84 -9.34 63.17 15.00 
186 GLU CA -35,30 -9.44 63.04 15.00 
186 GLU CB -36.00 -8.71 64.19 15.00 
186 GLU CG -35.52 -9.13 65.56 15.00 
186 GLU CD -36.52 -8.85 66.68 15.00 



TABLE n 



186 GLU 0E1 
186 GLU OE2 
186 GLU C 

186 GLU O 

187 ASN N 
187 ASN CA 
187 ASN CB 
187 ASN CG 
187 ASK 0D1 
187 ASN ND2 
187 ASN C 

187 ASN O 

188 TRP N 
188 TRP CA 
188 TRP CB 
188 TRP CG 
188 TRP CD2 
188 TRP CE2 
188 TRP CE3 
188 TRP CD1 
188 TRP NE1 
188 TRP C22 
188 TRP CZ3 
188 TRP CH2 
188 TRP C 

188 TRP O 

189 GLY N 
189 GLY CA 
189 GLY C 

189 GLY O 

190 ASN N 
190 ASN CA 
190 ASN CB 
190 ASN CG 
190 ASN OD1 
190 ASN ND2 
190 ASN C 

190 ASN O 

191 LYS N 
191 LYS CA 
191 LYS CB 
191 LYS CG 
191 LYS CD 



-36.30 

-37.51 

-35.74 

-36.83 

-34 . 89 

-35.15 

-34 . 04 

-34.56 

-33.77 

-35.88 

-35.21 

-36.04 

-34,33 

-34.26 

-33.03 

-32.85 

-33.28 

-32.98 

-33 .90 

-32.31 

-32.39 

-33.27 

-34.20 

-33.88 

-35.50 

-36.10 

-35.85 

-37.00 

-38.21 

-38.47 

-38 .97 

-40.16 

-41.17 

-42.55 

-42.70 

-43.57 

-39.79 

-39.85 

-39.32 

-38.95 

-40,19 

-40. 95 

-42.19 



-9.38 
-8.13 
-8.83 
-9.11 
-7-97 
-7.28 
-6.25 
-4.94 
•^4.07 

. -4.76 
-8 .22 
-8.04 
-9.22 

-10.18 

-11-07 

-12,02 

-13:38 

-13 .85 

-14.26 

-11.72 

-12.81 

-15.15 

-15.55 

-15.98 

-11.05 

-11.42 

-11.42 

-12.26 

-11.92 

-10.76 

-12.94 

-12.73 

-13.86 

-13.53 

-12 . 88 

-13.99 

-12.67 

-13.66 

-11.52 

-11.34 

-11.48 

-10.18 

-10.32 



67.80 

66.46 

61.73 

61.22 

61.19 

59.95 

59.73 

59.17 

58.80 

59,16 

58.75 

57.86 

58.73 

57.64 

57.79 

56.65 

56.57 

S5.28 

57.48 

55.44 

54.61 

54.86 

57.06 

55.77 

57 .53 

58.55 

56.31 

56,07 

56.90 

57.23 

57.27 

58.07 

57.83 

58.36 

59.39 

57.65 

59.54 

60.25 

60.00 

61.39 

62.29 

62.44 

63 . 30 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15-00 
15.00 
15.00 
; 15,00 
15,00 
15,00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

is. 00 

15.00 
15.00 
15.00 
15.00 
15 . 00 
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191 LYS CE 
191 LYS NZ 
191 LYS C 

191 LYS O 

192 GLY N 
192 GLY CA 
192 GLY C 

192 GLY 0 

193 TYR N 
193 TYR CA 
193 TYR CB 
193 TYR CG 
193 TYR GDI 
193 TYR CE1 
193 TYR G3D2 
193 TYR CE2 
193 TYR CZ 
193 TYR OH 
193 TYR C 

193 TYR O 

194 ILE N 
194 ILE GA 
194 ILE CB 
194 ILE CG2 
194 ILE CGI 
194 ILE CD1 
194 ILE C 

194 ILE O 

195 LEU N 
195 LEU CA 
195 LEU CB 
195 LEU CG 
195 LEU GDI 
195 LEU CD2 
195 LEU C 

195 LEU O 

196 MET N 
196 MET CA 
196 MET CB 
196 MET CG 
196 MET SD 
196 MET CE 
196 MET C 
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TABLE fl 



-43.32 


-10.98 


62.52 


15.00 


-43.71 


-10.21 


61.31 


15. 00 


-37.84 


-12.24 


61.88 


15;: 00 


-37.77 


-12.55 


63,06 


iSiOO 


-36,94 


-12.61 


60.98 


15.00 


-35.83 


-13.46 


61.35 


15.00 


-36.05 


-14.91 


60.98 


15 . 00 


-35.12 


-15.70 


60.99 


15 . 00 


-37.29 


-15.27 


60.65 


15 . 00 


-37.60 


-16.64 


60.28 


15 00 


-38.84 


-17.13 


61,05 


15 . 00 


-38 . 60 


-17.31 


62.52 


ISvOO 


-38.73 


-16.25 




15.00 


-38.46 


-16.41 


: 64.76 


15.00 


-38.19 


-18.55 


63.03 


is; 00 


-37.92 


-18.71 


64 .38 


15; 00 


-38.05 


-17.64 


65.23 


ISiOO 



-37.77 -17.80 66.56 15.00 

-37 .83 -16. 81 58.79 :1S;00 

-38.02 -15.82 58.08 15.00 

-37.82 -18.06 58.35 15.00 

-38.04 -18.41 56.95 15.00 

-36 . 75 -18 .32 56.10 15 .00 

-35.64 -19.14 56.72 15.00 

-37.03 -18.83 54.69 15.00 

-35.86 -18.72 53.75 15.00 

-38,61 -19.81 56.83; ; 15.00 

-38.11 -20.74 57.43 15.00 

-39 .72 -19 .92 56.10 15.00 

-40.38 -21.19 55.85 15.00 

-41.88 -20.96 55.65 15.00 

-42.82 -20.84 56.86 15.00 

-42 . 19 -20 . 08 58.01 15,00 

-44 .12 -20 . 18 56.42 15 .00 

-39.76 -21.78 54.59 15.00 

-39 . 79 -21. 16 53.53 15.00 

-39.11 -22.93 54.71 15.00 

•38.46 -23.57 53.57 15.00 

■37.03 -23.97 53.96 15.00 

36.09 -22.77 54.14 15,00 

34.43 -23.18 54.74 15.00 

33.67 -23.82 53.22 15.00 

39.28 -24.78 53.11 15 LOO 
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196 MET O 

197 ALA N 
197. ALA CA 
197 ALA CB 
197 ALA C 

197 ALA 0 

198 ARG N 
198 ARG CA 
198 ARG CB 
198 ARG CG 
198 ARG CD 
198 ARG NE 
198 ARG CZ 
198 ARG NH1 
198 ARG NH2 
198 ARG C 

198 ARG 0 

199 ASN N 
199 ASN CA 
19 9 ASN CB 
199 ASN CG 
199 ASN OD1 

199 ASN ND2 
19 9 ASN C 
19 9 ASN O 

200 LYS N 
200 LYS CA 
200 LYS CB 
200 LYS CG 
200 LYS CD 
200 LYS CE 
200 LYS NZ 
200 LYS C 

200 LYS O 

201 ASN N 
201 ASN CA 
201 ASN CB 
2 01 ASN CG 
201 ASN OD1 
2 01 ASN ND2 
201 ASN C 

201 ASN O 

202 ASN N 
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TABLE fl 



-40.09 


-25.31 


53 . 86 


15 nn 


-39.08 


-25.23 


51 .87 


15 .00 


-39.83 


-26.37 


51,32 


15. 00 


-39.62 


-26.47 


49.82 


15 .00 


-39 .52 


-27.71 


51,98 


15 do 


-38 J37 


-28.15 


51.98 


. Xw • uu 


-40.56 


-28.39 


52.46 


15 .00 


-40;40 


-29 i 68 


•53 .11 


15 00 


-41.17 


-29.72 


54.44 


15 no 


-41.15 


-31,07 


55.15 


15 00 


-41.43 


-30.95 


56,63 


15 nn 


-42.81 


-30.59 


56.92 


15 on 


-43.79 


-31.47 


57-10 


15 .00 


-43.54 


-32,78 


57.01 


15 00 


-45.01 


-31.05 


57 42 


15 nn 


-40; 82 


-30.85 


52.23 


15 nn 


-41.86 


-30.80 


51v57 


15. 00 


-40.00 


-31.89 


52. 23 


15 nn 

X^J . UU 


-40.25 


-33 .10 


51 .45 


15 nn 


-41.59 ' 


-33 .75 


51v 83 


15 nn 


-41.57 


-34.40 


53.22 


15. 00 


-42.60 


-34.43 


si. 91 


15 00 


-40.42 


-34.91 


53 . 63 


15 00 


-40.15 


-32.94 


49.94 


15 .00 


-40>49 


-33.86 


49.19 


15 nn 

lJ a UU 


-39.67 


-31.77 


49 49 


15.00 


-39.50 


-31.55 


48.05 


15 00 


-39.77 


-30. 09 


47.65 


15.00 


-41.23 


-29.79 


47.39 


15.00 


-41.42 


-28.49 


46. 63 


15.00 


-42.88 


-28.03 


46.65 


15. 00 


-43.06 


-26. 68 


46 . 03 


15. 00 


-38.09 


-31.95 


47.69 


15 00 

■ X W. • w w 


-37.28 


-31.12 


47.26 


15 .00 


•37.80 


-33.22 


47.95 


15 on 

• Xw , wU 


-36*50 


-33 .81 


47.65 


15 on 

X«s . u u 


•36.24 


-33.83 


46.13 


15 . 00 


•37.32 


-34.57 


45.35 


15,00 


■37 09 


J3f DO 


A A O "7 


15 . 00 


38.46 


-33,92 


45.15 


15.00 


35.31 


-33.16 


48.37 


15.00 


34.31 


-32. 84 


% / • J *k 


1 c rif\ 
±D • UU 


35.43 


-32.90 


49.67 


15.00 











WO 97/16177 
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202 ASN CA 
202 ASK CB 
202 ASN CG 
202 ASN OD1 
202 ASN ND2 
202 ASN C 

202 ASN O 

203 ALA N 
203 ALA H 
203 ALA CA 
203 ALA. CB 
203 ALA C 

203 ALA O 
:,: : 20i;:;eYS;N, ■ 

'2;b4: : .;^^CA- '. 
■' : 2:d4^cys}:c: 

204 CYS O 

204 CYS CB 

205 GLY N 
205 GLY CA 

205 GLY C ; 

:■ 205 GLY 0 / 

206 ILE N 
206 ILE CA 
206 ILE CB 
206 ILE CG2 
206 ILE CGI 
206 ILE CD1 
206 ILE C 

206 ILE O 

207 ALA N 
207 ALA CA 
207 ALA CB 
207 ALA C 

207 ALA O 

208 ASN N 
208 ASN CA 
208 ASN CB 
208 ASN CG 
208 ASN OD1 
208 ASN ND2 
208 ASN C 



-34.32 
-33.19 
-32.27 
-32.71 
-31.00 
-33 .81 
-32.60 
-34.73 
-35,63 
-34.40 
-35.62 
-33.35 
-33.51 
-32.27 
-31.18 
-30.38 
-29.60 
-31.71 
-32.51 
-30.56 
-29.83 
-30.11 
-29.22 
-31,35 
-31.77 
-33.30 
-34.02 
-33.76 
-33.48 
-31.35 
-30.94 
-31.36 
-31.00 
-32.05 
-29.61 
-29.35 
-28.68 
-27.33 
-26.76 
-27.34 
'-28.21 
-26.89 
-26.32 



TABLED 

-32.33 
-33.35 
-33 .14 
-32 .70 
-33.48 

-30.99 

-30.77 

-30.09 

-30.29 

-28.79 

-27.88 

-28.09 

-27.93 

-27 . 66 

-26.94 

-27.79 

-27.25 

-25.68 

-24.48 
-29.10 
-30.00 
-29.81 
-29,98 
-29.51 
-29.30 
-29.10 
-30.31 
-28.86 
-27.47 
-30.45 
-30.23 
-31.68 
-32.84 
-33.93 
-33.42 
-34.57 
-32.65 
-33 .15 
-32.53 
-33.15 
-34 . 02 
•32.67 
•32.95 



50.44 
50.50 
51.68 
52.75 
51 ,51 
49,89 
49.75 
49.59 
49.94 
49.02 
48.98 
49.90 
51.10 
49.25 
49.91 
50.89 
51.68 
50.59 



49.47 
50.84 
51.71 
53.19 
54.02 
53.52 
54.89 
54.96 
54,38 
56.41 
56.92 
55.82 
56.97 
55.31 
56.11 
55.95 
55.88 
56.24 
55.31 
55.05 
53.77 
52.51 
52.57 
51.36 
56.20 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15-00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15. 00 

15.00 

15 . 00 

15.00 

15-00 

15.00 

15.00 

15 . 00 

15.00 

15.00 



TABLED 



208 ASN 0 

209 LEU N 
209 LEU CA 
209 LEU CB 
209 LEU CG 
209 LEU GDI 
209 LEU GD2 
2 09 LEU C 

209 LEU 0 

210 ALA N 
210 ALA H 
210 ALA CA 
210 ALA CB 

; 2X0 C 

210 ALA O 

211 SER N 

2ii sra ga 

211 SER CB 
211 SER OG 
211 ^ G 

211 SER 0 

212 PHE GA 
212 PHE GB 
212 PHE CG 
212 PHE GDI 
212 ; PHE GD2 
212 PHE CE1 
212 PHE CE2 
212 PHE CZ 
212 PHE C 

212 PHE O 

213 PRO N 
213 PRO GD 
213 PRO GA 
213 PRO CB 
213 PRO CG 
213 PRO C 

213 PRO O 

214 LYS N 
214 LYS CA 
214 LYS CB 
214 LYS CG 



•25.17 -33.40 

-26.72 -32.25 

-25.84 -32.03 

-24.76 -31.00 

-23.41 -30.99 

-22.72 -32.35 

^22 ; 51 -29.86 

-26. 67 -31.60 

-26.38 -30.59 

-27.72 -32.37 

-28.03 -32.90 

-28.61 -32.05 

-30.02 -32.57 

-28.10 -32.73 

-27.62 -33.86 

-28.18 -32.02 

-27.75 -32.59 

-26.24 -32.46 

-25.84 -31.12 

-28.45 -31.88 

-29.03 -30.80 

-28.50 -32.51 

-29-11 -31.91 

-30.59 -32.31 



-30.81 


-33 


.79 


-31.11 


-34 


.54 


-30.72 


-34 


.44 


-31.32 


-35 


.91 


-30.92 


-35 


.81 


-31.23 


-36 


.55 


-28.30 


-32 


.39 


-27.66 


-33 


.43 


-28.24 


-31. 


.58 


-28.77 


-30. 


.21 


-27.48 


-31. 


92 


-27,21 


-30. 


55 


-28.47 


-29. 


82 


-28.27 


-32. 


81 


-29. 50 


-32. 


76 


-27.57 


-33. 


62 


-28.23 


-34. 


49 


-27.67 


-35. 


90 


-28.06 


-36. 


64 



56.12 15.00 

57.25 15.00 

58.40 15.00 

58 .04 15.00 

58-78 15.00 

58.64 15.00 

58.24 15.00 

59.63 15.00 

60.28 15.00 

59.95 15. 00 

59 . 19 15.00 

61.06 15.00 

60.81 15.00 

62.34 15 . 00 

62.34 15.00 

63.47 15.00 

64.74 15.00 

64,92 15. 00 

65.06 15.00 

65,88 15.00 

65,71 15.00 

67.04 15. 00 

68.21 15.00 

68.33 15.00 

68.43 15.00 

67.30 15.00 

69.66 15.00 

67.39 15.00 
69.77 15.00 

68.63 15.00 

69.40 15.00 
69.32 15,00 
70.46 15.00 
70.54 15.00 

71.67 15.00 
72.28 15.00 
71.97 15.00 

72.64 15.00 
72.69 15.00 
73.42 15.00 
74.37 15.00 
74.28 15 . 00 
73.02 15.00 



WO 97/16177 PCT/US96/17512 

TABLE H 

214 LYS CD -27.66 -38.11 73.07 15.00 

214 LYS CE -26.16 -38.29 73.05 15.00 

214 LYS NZ -25.79 -39.70 72.73 15.00 

214 LYS C -28.03 -33.95 75.77 15.00 

214 LYS O -26,90 -33.70 76.18 15.00 

215 MET N -29.12 -33.69 76.47 15.00 
215 MET CA -29: 06 ^33.18 77.83 15.00 
215 MET CB -29.71 -31.80 77.93 15.00 
215 MET CG -28.74 -30.64 77.75 15.00 
215 MET SD -29.45 -29.00 78.06 15.00 
215 MET CE -30.38 -29.32 79.56 15.00 
215 MET C -29 .72 -34.16 78.81 15.00 
215 MET OT1 -30.39 -35.12 78.35 15.00 

215 MET OT2 -29.55 -33.97 80.04 15.00 

216 HOH OH2 -28.46 -18.77 85.58 15.00 

217 HOH OH2 -24.63-33.99 81.97 15.00 

218 HOH OH2 -31.11 -15.95 65.82 15.00 

219 HOH OH2 -30. 23 -19. 59 64 . 13 15 . 00 

220 HOH OH2 -8.58 -7.31 62.36 15.00 

221 HOH OH2 -6.71 -10.79 69.96 15.00 

222 HOH OH2 -34.27 -22.79 70.48 15.00 

223 HOH OH2 -16.88 -33.68 66.52 15.00 

224 HOH OH2 -15.68 -8.93 63.11 15.00 

225 HOH OH2 -24.93 -30.84 62.42 15.00 

226 HOH OH2 -7.02 -8.27 72.29 15.00 

227 HOH OH2 -13.39 -20.80 66.92 15.00 

228 HOH OH2 -44.55 -30.12 50.27 15.00 

229 HOH OH2 -44.14 -35.34 56.06 15.00 

230 HOH OH2 -37.95 -16.02 68.44 15.00 

231 HOH OH2 -36 . 41 -36 .82 52 . 05 15. 00 

232 HOH OH2 -20.00 -36.75 62.15 15.00 

233 HOH OH2 -30.13 -19.30 67.02 15.00 

234 HOH OH2 -28.16 -19.22 62.41 15.00 

235 HOH OH2 -22.03 -29.95 62.71 15.00 

236 HOH OH2 -25.92 -8.85 75.85 15.00 

237 HOH OH2 -41.00 -28.78 81.30 15.00 

238 HOH OH2 -32.73 -23.15 83.59 15.00 

239 HOH OH2 -40.55 -13.35 49.90 15.00 

240 HOH 0H2 -35.40 -24.36 49.00 15.00 

241 HOH OH2 -48.40 -32.54 58.07 15.00 

242 HOH OH2 -27.39 -6.75 59.53 15.00 

243 HOH OH2 -41.50 -14.46 65.52 15.00 

244 HOH OH2 -22.40 -5.47 61.33 15.00 
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TABLE H 

245 HOH OH2 -33.17 -27.91 70.80 15.00 

246 HOH OH2 -45.87 -26.25 75.72 15.00 

247 HOH OH2 -12.64 -13.96 81.39 15.00 

248 HOH OH2 -3.78 -18.92 74.98 15.00 

249 HOH OH2 -8.03 -17.70 78.42 15.00 

250 HOH OH2 -27.41 -34.98 59.22 15.00 

251 HOH OH2 -34.88 -10.94 53.71 15.00 

252 HOH OH2 -32.92 -27.68 46.17 15.00 

253 HOH OH2 -39.35 -16.01 44.28 15.00 

254 HOH OH2 -41.38 -34.64 56.30 15.00 

255 HOH 0H2 -44.42 -18.35 73.08 15.00 

256 HOH 0H2 -32.35 -13.73 61.23 15.00 

257 HOH OH2 -39.40 -8.90 59.13 15.00 

258 HOH OH2 -28.41 -8.93 68.65 15 . 00 

259 HOH OH2 -31.58 -6.53 63.69 15.00 

260 HOH OH2 -19.27 -8.48 63.41 15 . 00 

261 HOH OH2 -33.33 -20.29 70.52 15,00 

262 HOH OH2 -13.49 -22,80 78,17 15.00 

263 HOH OH2 -8.72 -18.49 72.60 15.00 

264 HOH OH2 -10.39 -28.70 76.32 15.00 

265 HOH OH2 -20.24 -31.77 61.63 15.00 

266 HOH OH2 -24.78 -46.10 72.19 15.00 

267 HOH OH2 -13.26 -33.12 68.94 15.00 

268 HOH OH2 -12.60 -26.87 72.01 15.00 

269 HOH OH2 -17.76 -34.32 80.14 15.00 

270 HOH OH2 -22.51 -37.80 70.83 15.00 

271 HOH OH2 -7.33 -12.89 66.95 15.00 

272 HOH OH2 -9.75 -17.21 68.77 15.00 

273 HOH OH2 -30.86 -20.40 48.59 15.00 

274 HOHOH2 -25.79 -24.78 42.10 15.00 

275 HOH OH2 -33.50 -37.21 50.03 15.00 

276 HOH OH2 -23.21 -24.90 43.38 15.00 

277 HOH OH2 -37.83 -31.49 44.10 15.00 

278 HOH OH2 -37.02 -30.78 51.01 15.00 



TABLE m 



Table of the orthogonal three dimensional coordinates ir 

Angstroms and B factors (A 2 ) for the cathepsin K 

complex with inhibitor bis- (cbz-leucinyl) -1, 3- 
diamino-propan-2-one. 

Residue Atom x Y z B 

1 ALA CB -54.29 -33.17 65.94 15.00 

1 ALA C -53.88 -32.69 63.50 15,00 

1 ALA O -53.42 -33.61 62.80 IS; 00 

1 ALA N -55.60 -34.28 64.17 15.00 

1 ALA CA -54.93 -33.01 64.57 15.00 

2 PRO N -53.52 -31.40 63.32 15.00 
2 PRO CD ^53.99 -30.23 64.09 15.00 
2 PRO CA -52.52 -30.98 62.32 15.00 
2 PRO CB -52.49 -29,46 62.49 15.00 
2 PRO CG -52.83 -29.26 63.94 15.00 
2 PRO C -51.13 -31.59 62.52 15.00 

2 PRO O -50.62 -31.64 63.64 15.00 

3 ASP N -50.53 -32.08 61.44 15.00 
3 ASP CA -49.19 -32.65 61.51 15.00 
3 ASP CB -48.89 -33.49 60.27 15.00 
3 ASP CG -49.53 -34.88 60.32 15.00 
3 ASP ODi -49.43 -35.55 61.39 15,00 
3 ASP OD2 -50.12 -35.29 59.28 15.00 
3 ASP C -48.24 -31.46 61.55 15,00 

3 ASP O -47.60 -31.14 60.54 15,00 

4 SER N -48.16 -30.78 62.68 15,00 
4 SER CA -47.29 -29.62 62.80 15/00 
4 SER CB -47.99 -28.35 62.27 15 00 
4 SER OG -48.14 -28.37 60.86 15,00 
4 SER C -46.84 -29.35 64.23 15.00 

4 SER 0 -47.54 -29.71 65.19 15.00 

5 VAL N -45 . 68 -28 .72 64 . 3 6 15. 00 
5 VAL CA -45.14 -28.35 65.65 15.00 
5 VAL CB -44.25 -29.47 66.25 15,00 
5 VAL CGI -43.09 -29.81 65.33 15:00 
5 VAL CG2 -43.75 -29.04 67.62 15.00 
5 VAL C -44.36 -27.06 65.44 15.00 

5 VAL O -43*60 -26.93 64.48 15.00 

6 ASP N -44.59 -26.08 66.30 15.00 
6 ASP CA -43.94 -24.79 66.20 15.00 



TABLE m 



6 

6 

6 

6 

6 

6 

7 

7 

7 

7 

7 

7 

7 

.7. 

7 
' 7 

7 

7 



ASP 
ASP 
ASP 
ASP 
ASP 
ASP 
TYR 
TYR 
TYR 
TYR 
TYR 
TYR 
TYR 
TYR 
TYR 
TYR: 
TYR 
TYR 
8 ARG 
8 ARG 
8 ARG 
8 ARG 
8 ARG 
8 ARG 
8 ARG 
8 ARG 
8 ARG 
8 ARG 

8 ARG 

9 LYS 
LYS 
LYS 

LYS; 

LYS 
LYS 
LYS 
LYS 
LYS 
10 LYS 
10 LYS 
10 LYS 
10 LYS 
10 LYS 



9 
9 
9 
9 
9 
9 
9 
9 



CB 
CG 
GDI 
OD2 
G 
O 
N 
CA 
CB 
CG 
CD1 
CE1 
CD2 
CE2 
CZ 
OH 
C 
O 
N 
CA 
CB 
CG 
CD 
NE 
CZ 
NH1 
NH2 
C 
O 
N 
CA 
CB 
CG 
CD 
CE 
HZ 
C 
O 
N 
CA 
CB 
CG 
CD 



-44.95 

-44.35 

-43.14 

-45.11 

-43.47 

-44.25 

-42.18 

-41.62 

-40.24 

-40.34 

-40.73 

-40.88 

-40.08 

-40; 23 

-40 . 63 

-40.78 

-41.58 

-41.37 

-41.80 

-41.78 

-41.99 

-40.88 

-41.23 

-42.50 

-42.96 

-42.24 

-44.15 

-42.85 

-42.57 

-44.06 

-45.18 

-46.50 

-46.63 

-47.93 

-48.22 

-49.52 

-45.22 

-46.25 

-44.08 

-43.97 

-43.66 

-44.79 

-44.37 



-23. 76 

-22.38 

-22.26 

-21.39 

-24.45 

-24.02 

-24.61 

-24.34 

-24.98 

-26.48 

-27.10 

-28.46 

-27.28 

-28.65 

-29.23 

-30.58 

-22.91 

-22. 64 

-21.97 

-20 .56 

-19.67 

-19.77 

-19.01 

-19.45 

-19.10 

-18.30 

-19.53 

-20.28 

-19.72 

-20.77 

-20.55 

-20. 64 

-21.81 

-21.71 

-22.99 

-22.90 

-21.43 

-21.56 

-22.02 

-22 .87 

-24.32 

-25.04 

-26.46 



65.68 

65. 47 

65.21 

65.56 

67.60 

68.45 

67 . 86 

69.18 

69.29 

69.38 

70.57 

70.65 

68.27 

68.34 

69.53 

69.62 

69.65 

70.84 

68.74 

69.11 

67.87 

66.84 

65.57 

65.01 

63.81 

63. 03 

63.40 

70.15 

71.21 

69.88 

70.78 

70 .02 

69 .10 

68 .33 

67 .54 

66.80 

72.02 

72.67 

72.38 

73.56 

73.16 

72.44 

72.08 



15. 00 
15.00 
15. 00 
15 . 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

isvoo 

15.00 

.15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 
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15 .00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



15.00 
15.00 
15.00 
15. 00 
15.00 
15.00 



TABLE m 

10. LYS CE -45.44 -27.16 71.27 15.00 

10 LYS NZ -45.80 -26.44 70.01 15.00 

10 LYS C -42.90 -22.38 74.54 

10 LYS 0 -42.69 -22.99 75.59 

11 GLY N -42.19 -21.30 74.19 
11 GLY CA -41.15 -20.78 75.05 
11 GLY C -39.83 -21.52 74.90 

11 GLY G -38.95 -21.41 75.74 

12 TYR N -39.69 -22.25 73.79 
12 TYR CA -38.48 -23 .03 73.51 
12 TYR CB -38.82 -24.26 72 . 67 
12 TYR CG -39.21 -25.54 73.39 15.00 
12 TYR Cm. -40.43 -25.65 74.06 15.00 
12 TYR GE1 -40.85 -26. 87 74 .58 
12 TYR CD2 -38.41 -26.68 73.27 
12 TYR GE2 -38.83 -27.90 73.79 
12 TYR CZ -40.05 -27 .98 74.44 
12 TYR OH -40.47 -29.19 74 93 
12 TYR C -37.45 -22.25 72.72 

12 TYR 0 -36.33 -22.72 72.54 15.00 

13 VAL N -37.85 -21.09 72.19 15.00 
13 VAL CA -36.94 -20.29 71.37 15.00 
13: VAL CB -37.40 -20.32 69,88 15.00 
13 VAL CGI -38.59 -19.43 69.67 15.00 
13 VAL GG2 -36.26 -19,93 68.97 15.00 
13 VAL C -36.77 -18.86 71.87 15.00 

13 VAL O -37.69 -18 .26 72 .43 15 .00 

14 THR N -35.55 -18.35 71.69 15.00 
14 THR CA -35.15 -17.00 72.11 15.00 
14 THR CB -33.72 -17.00 72.67 15.00 
14 THR OG1 -32.83 -17.53 71,69 15.00 
14 THR CG2 -33.64 -17.86 73,91 15.00 
14 THR C -35.21 -15.98 70.97 15.00 

14 THR 0 -35.26 -16,36 69.81 15.00 

15 PRO N -35.22 -14,68 71.31 15.00 
15 PRO CD • -35.25 -14.08 72.65 15.00 
15 PRO CA -35 . 27 -13 . 64 70.28 15.00 
15 PRO CB -35.03 -12.35 71.08 15.00 
15 PRO CG -34.46 -12.83 72.43 15.00 
15 PRO C -34.23 -13.82 69.17 15.00 

15 PRO O -33.14 -14.35 69,41 15.00 

16 VAL N -34.60 -13.42 67.96 15.00 
16 VAL CA -33.72-13.53 66.81 15.00 
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TABLE m 



16 VAL CB 


-34.45 


-13.16 


65. 50 


16 VAL CGI 


-33.63 


-13 .60 


64.31 


16 VAL CG2 


-35.81 


-13.78 


65.47 


16 VAL C 


-32.52 


-12.61 


66.97 


16 VAL 0 


";-32 ;r 67. 


-11.42 


67.25 


17 LYS N 


-31.32 


-13.17 


66.80 


17 LYS CA 


-30.09 


-12.42 


66.91 


17 LYS CB 


-29.08 


-13.18 


67.77 


17 LYS CG 


-29.01 


-12,72 


69.22 


17 LYS CD 


-30.27 


-13.09 


70.02 


17 LYS CE 


-30.18 


-14.48 


70.64 


17 LYS NZ 


-29.12 


-14.54 


71.68 


17 LYS C 


?29.49 


-12,15 


65.54 


17 LYS 0 


-29.82 


-12.81 


64.56 


18 ASN N 


-28.62 


-11.15 


65.49 


18 ASN CA 


-27.91 


-10.77 


64.27 



18 ASM CB 


-28.01 


-9.26 


fid o< 

vim • UJ 


18 ASN CG 


-27.09 


-8.78 


6? <iA 


18 ASN GDI 


-26.98 


-9.42 


ox • oy 


18 ASN ND2 


-26,38 


-7.69 




18 ASN C 


-26.45 


-11.16 


64 . 43 


18 ASN 0 


-25.79 


-10.73 


65.37 


19 GLN N 


-25.94 


-11.96 


63.51 


19 GLN CA 


' -24.56 


-12.40 


63,60 


19 GLN CB 


-24,34 


-13.65 


62,77 


19 GLN CG 


-24.88 


-13 .58 


61.37 


19 GLN CD 


-24.42 . 


-14,73 


60.53 


19 GLN OE1 


-25.17 


-15.28 


59.73 


19 GLN NE2 


-23.15 


-15.09 


60.68 


19 GLN C 


-23.52 


-11.35 


63.24 


19 GLN 0 


-22.35 


-11.49 


63 ,60 


20 GLY N 


-23.94 


-10.31 


62,53 


20 GLY CA 


-23 .02 


-9.26 


62.14 


20 GLY C 


-22.10 


-9.67 


61,00 


20 GLY 0 


-22 ,51 


-10.40 


60.11 


21 GLN N 


-20.85 


-9.20 


61, 04 


21 GLN CA 


-19.86 


-9.50 


60.01 


21 GLN CB 


-18,92 


-8.30 


59.78 


21 GLN CG 


-19.60 


-6.94 


59.55 


21 GLN CD 


-20. 68 


-6.99 


58.49 


21 GLN OE1 


-20.49 


-7 .53 


57.41 


21 GLN NE2 


-21.85 


^6,43 


58.81 


21 GLN C 


-19 . 03 


-10.74 


60.38 



PCTAJS9fin7512 

15,00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15,00 

15.00 

15,00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



TABLE m 



21 GLN O 

22 CYS N 
22 GYS GA 
22 CYS C 
22 GYS 0 
22 CYS CB 

22 CYS SG 

23 GLY N 
23 GLY CA 
23 GLY C 

23 GLY 0 

24 SER N 
2 4 SER CA 
24 SER CB 
24 SER OG 
24 SER C : 

24 SER O 

25 CYS N 
25 CYS GA 
25 CYS CB 
25 CYS SG 
25 CYS C 
25 CYS O 
25 INH CI 
25 INH C2 
25 INH C3 
25 INH C4 
25 INH C5 
25 INH C6 
25 INH C7 
25 INH 08 
25 INH G9 
25 INH O10 
25 INH CU 
25 INH C12 
25 INH C13 
25 INH C14 
25 INH C15 
25 INH C16 
25 INH 017 
25 INH N18 
25 INH C19 
25 INH N20 



-18 . 02 

-19.41 

-18.69 

-19.37 

-20.59 

-18.63 

-17.84 

-18.58 

-19.15 

-19.41 

-18.90 

-20.22 

-20,56 

-20 .36 

-21.14 

-21.99 

-22.60 

-22.55 

-23 .91 

-24.41 

-23.48 

-23.96 

-24.97 

-27.24 

-26.55 

-25.31 

-24.73 

-25,43 

-26.67 

-23.41 

-23.43 

-22.90 

-21,75 

-23.40 

-22.32 

-22.79 

-21.66 

-24.07 

-23,13 

-23.79 

-22.17 

-21.81 

-23.72 



-11.06 
-11.42 
-12.60 
-13.86 
-13.94 
-12.61 
-14.05 
-14 . 81 
-16.03 
-17.03 
-18.15 
-16.62 
-17.43 
-16.59 
-15.41 
-17.95 
-18.20 
-18.14 
-18.65 
-18.63 
-19.60 
-20.05 
-20.45 
-9.28 
-9.60 
-10.22 
-10.54 
-10.21 
-9.59 
-11.26 
-12.63 
-13.56 
-13. 43 
-15.62 
-15.20 
-14.65 
-14.80 
-15.33 
-17.06 
-17.98 
-17.29 
-18.63 
-14.55 



59.74 

61.44 

61.88 

61.33 

61,27 

63.41 

64.16 

60.84 

60.30 

61.41 

61.38 

62 .37 

63.53 

64.79 

64.68 

63.49 

64.53 

62 .30 

62.20 

60.75 

59.54 

62.82 

63.40 

57.72 

58.90 

58.84 

57,61 

56.44 

56.49 

57.54 

57.98 

57.08 

56,65 

55.77 

54 .77 

53.42 

52.41 

52.91 

56.23 

55.74 

57 .12 

57.60 

56.73 



15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



TABLE m 



25 INH 021 
25 im 022 
25 INH C23 
25 INH C24 
25 INH C25 
25 INH G26 
25 INH G27 
25 INH C28 
25 INH C29 
25 INH 030 
25 INH C31 
25 INH 032 
25 INH €33 
25 INH G34 
25 INH C35 
25 INH C36 
25 INH C37 
25 INH C38 
25 INH 039 
25 INH N40 
25 INH Oil 

25 INH N42 

26 TOP N 
26 TOP CA 
26 TOP CB 
26 TOP CG 
26 TOP CD? 
26 TOP CE2 
26 TOP CE3 
26 TOP CD1 
26 TOP NEl 
26 TOP CZ2 
26 TOP GZ3 
26 TOP CH2 
26 TOP C 

26 TOP 0 

27 ALA N 
27 ALA CA 
27 ALA CB 
27 ALA. C 

27 ALA 0 

28 PHB N 
28 PHE CA 



-21.96 

-21.89 

-19.42 

-20.11 

-19.45 

-18.09 

-17.41 

-18.06 

-17.39 

-18.05 

-19.20 

-20.33 

-20.15 

-20.47 

-21.49 

-22.36 

-20.73 

-19.89 

-18 .75 

-20.97 

-20.91 

-19.01 

-22.84 

-22.76 

-21.47 

-20.24 

-19.56 

-18.51 

-19.74 

-19.59 

-18.55 

-17 . 64 

-18.88 
-17.84 
-22. 82 
-23.31 
-22.34 
-22.36 
-21 . 43 
-23.79 
-24.29 
-24.48 
-25.85 



-18.81 

-17.72 

-29.07 

-28 . 05 

-26.88 

-26.70 

-27.74 

-28. 92 

-25.41 

-24.15 

-23.80 

-23.84 

-23.05 

-24.13 

-25.18 

-24,69 

-26.42 

-21.74 

-21.39 

-21.01 

-19.72 

-23.44 

-20.77 

-22.11 

-22.81 

-22.16 

-22.46 

-21.53 

-23.42 

-21.11 

-20.72 

-21,52 

-23 .42 

-22.47 

-22.02 

-22.93 

-20.92 

-20.73 

-19.61 

-20.43 

-21.00 

-19.57 

-19.25 



59.10 

59.66 

54.27 

54.90 

55.23 

54.93 

54 . 30 

53.96 

55.26 

55.06 

55.81 

55.32 

57.92 

58.95 

58.56 

57.40 

58.16 

58.63 

58.90 

58.95 

59.. 64 

57.08 

62.76 

63.33 

62.88 

63.40 

64.62 

64.75 

65.63 

62.84 

63.65 

65.85 

66.72 

66 . 82 

64.87 

65.53 

65.44 

66.89 

67.30 

67.32 

68.29 

66.58 

66.92 



15,00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15 . 00 

15.00 

15.00 



TABLE III 



28 PHE CB 
28 PHE CG 
28 PHE CD1 
28 PRE CD2 
28 PHE CE1 
28 PHE CE2 
28 PHE CZ 
28 PHE C 

28 PHE O 

29 SER N 
29 SER CA 
29 SER CB 
29 SER OG 
29 SER C 

29 SER O 

30 SER N 
30 SER GA 
30 SER CB 
30 SER OG 
30 SER C 

30 SER O 

31 VAL N 
31 VAL CA 
31 VAL CB 
31 VAL CGI 
31 VAL CG2 
31 VAL C 

31 VAL O 

32 GLY N 
32 GLY CA 
32 GLY C 

32 GLY O 

33 ALA N 
33 ALA CA 
33 ALA CB 
33 ALA C 

33 ALA O 

34 LEU N 
34 LEO CA 
34 LEU CB 
34 LEU CG 
34 LEU CD1 
34 LEU CD2 



-26.38 

-25 . 87 

-24.63 

-26.61 

-24.14 

-26.11 

-24.88 

-26.73 

-27.48 

-26.60 

-27.36 

-26.91 

-27.55 

-27.17 

-28.14 

-25.91 

-25 .57 

-24.06 

-23.33 

-26.28 

-27.01 

-26.09 

-26.67 

-26.13 

-27.14 

-24.87 

-28.21 

-28.86 

-28 .79 

-30.23 

-30.77 

-31.84 

-30.04 

-30.46 

^29.67 

-30.27 

-31.10 

-29.20 

-28.91 

-27.55 

-26.35 

-25.07 

-26.34 



-18.14 

-16.78 

-16.33 

-15.96 

-15.10 

-14.72 

-14.29 

-20.49 

-20.80 

-21.24 

-22.46 

-23.14 

-24.39 

-23 .43 

-23.89 

-23.75 

-24.67 

-24.68 

-25.06 

-24.24 

-25.02 

-22.97 

-22.39 

-20.95 

-20.07 

-20.99 

-22.46 

-22.68 

-22.36 

-22.42 

-23.77 

-23.88 

-24.83 

-26.18 

-27.20 

-26.36 

-26.99 

-25.80 

-25.88 

-25.25 

-26.14 

-25.37 

-27 . 30 



66.01 

66.39 

65.94 

67.22 

66.33 

67.62 

67.17 

66.83 

67.75 

65.74 

65.54 

64.25 

64.08 

66.70 

67.30 

67.01 

68.09 

68.33 

67.19 

69.38 

70.01 

69.73 

70.93 

71.14 

71.79 

71.99 

70.89 

71.92 

69.70 

69.58 

69.99 

70.58 

69.66 

70.01 

69.23 

71.50 

72.17 

72.04 

73.47 

73.77 

73.47 

73.60 

74.42 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 



WO 97/1*177 



TABLE m 



PCT/US96/17512 



34 LEU C 


-30,00 


-25.20 


34 LEU 0 


-30.37 


-25.66 


35 GLU N 


-30 .56 


-24.10 


35 GLU CA 


-31.61 


-23.39 


35 GLU CB 


•31.82 


-22; 00 


35 GLU CG 


-30.62 


-21.08 


35 GLU GD 


-30,60 


-19.92 


35 GLU OE1 


-31.49 


-19 -83 


35 GLU OE2 


-29.66 


-19.10 


35 GLU C 


-32.91 


-24.18 


35 GLU 0 


-33.62 


-24.26 


36 GLY N 


-33.21 


-24.80 


36 GLY CA 


-34.43 


-25.58 


36 GLY G 


-34.49 


-26.72 


36 GLY 0 


-35.52 


-26 34 


3 7 GLN N 


-33.38 


-27.43 


3 7 GLN CA 


-33.27 


-28 : 55 


37 GLN CB 


-31.99 


-29134 


37 GLN CG 


-32 .04 


-30.08 


37 GLN CD 


-33.27 


-30.95 


37 GLN OE1 


-33.55 


-31.77 


3 7 GLN NE2 


-34.04 


-30 .77 


37 GLN C 


-33.31 


-28.07 


37 GLN 0 


-33.94 


-28 ... 69 


38 LEU N 


-32 . 66 


-26 .94 


38 LEU CA 


-32.66 


-26.34 


38 LEU CB 


-31.99 


-24.97 


38 LEU CG 


-31.70 


-24.28 


3 8 LEU CD1 


-30.58 


-25.02 


38 LEU CD2 


-31.32 


-22.84 


38 LEU C 


-34.11 


-26.19 


38 LEU O 


-34.52 


-26. 71 


39 LYS N 


-34.91 


-25.51 


39 LYS CA 


-36.31 


29 


39 LYS CB 


-36.98 


-24.53 


39 LYS CG 


-38.48 


-24.37 


39 LYS CD 


-38.89 


-23 . 62 


39 LYS CE 


-40.38 


-23.44 


39 LYS NZ 


-40.84 


-22 . 84 


39 LYS C 


-37.01 


-26.62 


39 LYS 0 


-37.78 


-26.76 


40 LYS N 


-36.70 


-27.62 


40 LYS CA 


-37.32 


-28.93 



74.29 15.00 

75.38 15.00 

73.78 15.00 

74.49 15.00 

73.88 15.00 

74.05 15 . 00 

73.08 15.00 

72.21 15.00 
73117; 15.00 
74,47 15.00 
75.47 15.00 

73.33 15.00 

73.22 15.00 
74.22 15.00 
74.86 15.00 
74.36 15.00 

75.29 15.00 
75.02 IS. 00 
73.69 15.00 
73.58 15.00 
74.45 15.00 
72,52 15.00 
76.74 15.00 
77.60 15.00 
77; 00 15.00 

78.34 15.00 

78.30 15.00 
79.63 15.00 

80.35 15.00 
79.40 15 . 00 
78.79 15.00 

79.82 15.00 
77V97 15.00 
78.27 15.00 
77.12 15. 00 
77.25 15.00 

78.49 15.00 
78.51 15.00 
79 .78 15.00 

78.50 15.00 
79.44 15.00 
77.68 15.00 

77.83 15.00 



WO 97/16177 PCT/US96/17512 

TABLE IE 

15.00 
15.00 
15,00 
15. 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
: 15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15 .00 
15.00 
15/. 00 
15.. 00 
15 . 00 
15.00 
15.00 
15 . 00 
15 .00 
15-00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 



40 LYS CB 


-36.78 


-29,89 


76 . 76 


40 LYS CG 


>37.56 


-31.18 


76.57 


40 LYS CD 


-36.89 


-32.09 


75.54 


40 LYS CE 


-37.73 


-33 .32 


75.24 


40 LYS NZ 


-39.05 


-32.97 


74.63 


40 LYS C 


-37i07 


-29.52 


79.22 


40 LYS 0 


-38.00 


-29.92 


79.93 


41 LYS N 


-35.80 


-29.51 


79.64 


41 LYS CA 


-35.41 


-30.07 


80.92 


41 LYS CB 


-33 .92 


-30.40 


80.91 


41 LYS CG 


-33.48 


-31.19 


79.67 


41 LYS CD 


-34.36 


-32.41 


79.42 


41 LYS CE 




-33 .08 


78.08 


41 LYS NZ 


-34.99 


-34.21 


77 . 78 


41 LYS C 


.j-35^$:/ 


' :- : 2sg2:i; 


82.13 


41 LYS 0 


"■■ ;*#SvSi/ : 


;^29:v6i;- 


82.96 


42 TOR N 


-35.17 


>28,02 . 


82 .25 


42 TOR CA 


■ -35.41 


■--21+14- • 


83,39 


42 TOR CB 


-34 .27 


-26.12 


83.52 


42 TOR OGl 


■ -34.29 


-25,25 ' 


82,38 


42 TOR CG2 


-32.94 


-26,82 


83 . 57 


42 TOR C 


. -36.72 


-26.37 ' 


83,39 


42 TOR 0 


-37,10 


-25.79 


84.41 


43 GLY N 


-37.40 


-26.33 


82.25 


43 GLY CA 


-38.65 


-25.60 


82.15 


43 GLY C 


-38.47 


-24.08 


82 .03 


43 GLY 0 


-39.43 


-23.33 


81.98 


44 LYS N 


-37.24 


-23.57 


82.01 


44 LYS CA 


-37.05 


-22 .13 


81,89 


44 LYS CB 


-36.55 


-21.53 


83,20 


44 LYS CG 


-37.49 


-21.67 


84.38 


44 LYS CD 


-36.91 


-20.99 


85.61 


44 LYS CE 


-35.68 


-21.70 


86.11 


44 LYS NZ 


-36.03 


-23.03 


86.65 


44 LYS C 


-36.05 


-21.83 


80.80 


44 LYS 0 


-35.00 


-22.48 


80.70 


45 LEU N 


-36.39 


-20.84 


79.97 


45 LEU CA 


-35.55 


-20.41 


78.86 


45 LEU CB 


-36.43 


-19.88 


77.73 


45 LEU CG 


-35.82 


-19.71 


76.33 


45 LEU CD1 


-35.62 


-21.08 


75.69 


45 LEU CD2 


-36 .74 


-18.87 


75.48 


45 LEU C 


-34.58 


-19.34 


79.32 



TABLE m 



45 LEU O 

46 LEU N 
46 LEU CA 
46 LEU CB 
46 LEU CG 
4 6 LEU GDI 
4 6 LEU CD2 
46 LEU C 

46 LEU Q 
4 7 ASN N 

47 ASN CA 
4 7 ASN GB 
47 ASN GG 

47 ASN t 

47 ASN O 

48 LEU N 
48 LEU CA 

48 -WEO'^ 

4 8 i^ as 
A* urn cpi 

48 LEU C3i2 
4 8 - LEO C 

48 LEU O 

49 SER N 
49 SER CA 
49 SER CB 
49 SER OG 
49 SER C 

49 SER O 

50 PRO N 
50 PRO CD 
50 PRO CA 
50 PRO CB 
50 PRO CG 
50 PRO C 

50 PRO Q 

51 GLN N 
51 GLN GA 
51 GLN CB 
51 GLN CG 
51 GLN CD 



-34.92 


-18.47 


-33.36 


-19- 30 


-32.32 


~18. 44 


-31.47 
-30.58 


-19; 02 


-29,23 


-18.14 
tl7.96 


-^31-23; 


>■ ••-16/81 


-31. 51 


-18^26 


' -31.48 


-19. 15 


-30.92 


t17 . 08 


-30.14 


—16, 82 


' 


^IS.35 • 


>^i#3;3? 


-15.09 


-32.44 


-14 .74 


' -31.04 : 


-15,28 


r28.69 


-17; 26 


-27.98 


V-16.75 




-16,21 • 


-26.92 
-24T.89- 


"•18 73 


-27.53 


-20.21 

^21:.i5 


-27.34 
-26.88 


^22^60 
-20-92 


-25.93 
-26.32 " 


-17i89 
-17;11 


-24.64 


-18;08 


' -23 , 56 ..' 
-22; 47 


;^17>34 : 


-21.-3 : 1, : - 


-17.07 

-ifevso 


: r22 . 92: ■ '. 


-17 .91 


-22.16 


-18.88 


-23.22 


-17. 30 


-24.28 


-16; 31 


-22.65 . 


-17. 75 


-23.42 
-24;70 


-16.92 


-21 . 16 


-16.64 
-17.38 


-2:6^.34>A 


-18.08 


-20.81 


-16 .27 


-19.43 


-15.80 


-19.35 


-14.43 


-17.95 


-13.79 


-17.46 


-13.23 







ft A 
ou 




15 


.00 


/ 0 


on 


15 


.00 


/. -7 


• ID 


'1- c 

15 


. 00 


ftn 


. 46 0 


1 c 

15 


.00 


ft i 




15. 


.00 


80. 


55 


15. 


.00 


81. 


44 


15. 


,00 


77. 


86 


15. 


00 


77. 


01 


15. 


00 


77. 


67 


15. 


00 


76. 


47 


15. 


00 



76.06 15.00 

75.06 15.00 
75.43 15.00 
73.78 15.00 
76.64 15.00 

77.50 15.00 
75.82 15.00 
75.89 15.00 

75.51 15.00 
76.55 15.00 

76.17 15.00 
77.88 15.00 

75.07 15.00 
74.20 15.00 
75.35 15.00 
74.70 15 . 00 
75.75 15.00 

75.18 15.00 
73.43 15.00 
73.48 15.00 
72.26 15.00 
72.02 15.00 
70.98 15.00 
69.95 15.00 
70.62 15.00 
70.95 15.00 
70.35 15.00 
71.59 15.00 
71.65 15.00 
72.34 15.00 
72.39 15.00 
71.05 15.00 



WO 97/16177 



PCT/USW17512 



TABLE m 



51 GLN OEl 


-18.21 


-12.62 


51 GLN NE2 


-16.19 


-13.42 


51 GLN G 


vi-a . 58 


-16.83 


51 GI^ 0>: 


-17 .46 


-17. 15 


52 ASN N; 


-19.13 


-17.42 


52 .A^i'Gfti ; - ■' 
52 ASN CT 


-iet.4i 


-18.42 


52 & 


-^19.31 
^18.59 


-18.96 
-19. 90 


52 ASN ODl 


! -19.23 


-20.62 


/•52;;^^-^ ; > 


-17.27 


•19 . 89 




W7.91 


-19 .55 


52 A#; o 


-16V84 


-20.12 


53 ij^ n; 


-18 .67 


-19 U 86 


53 LEU GA 


-18.33 


-20.90 




-19. 58 


-21.37 


5 3 LEU ^ 


-20. 63 


-22.10 


53 LEU (M, 


-21.81 


-22 .44 


53 LHJ CT2 


-2CK 01 


-23 36 




-17.31 


-20.42 


: 53^:^;0-: 


-16.37 


-21.13 


54 


-17.52 


-19.19 


54 VAL GA 


-16.66 


-18.57 


54 VAL GB 


-17.16 


-17.14 


54 VAL C(?l 


-16.22 


-16 .45 


5 4 


-18.57 


-17.20 


54 VAL C 


v>-l5.20 


-18 .52 


54 VAL 0 


-14.31 


-18.88 


55 ASP N 


-14.96 


-18.09 


55 ASP CA 


-13.61 


-17.98 


55 ASP CB 


-13 .58 


-16.93 


55 ASP 0 


-14.14 


-15.59 


55 ASP ODl 


-14.26 


-15.33 


55 ASP OD2 


-14.45 


-14.78 


55 ASP G 


-13.02 


-19.26 


55 ASP 0 


-11.80 


-19.39 


56 GYS N 


-13 .86 


-20.19 


56 GYS GA 


-13.36 


-21 41 


56 CYS C 


-13.29 


-22.71 


56 CYS 0 


-12.43 


-23.55 


56 CYS GB 


-14.10 


-21.61 


56 CYS SG 


-14.21 


-20 .10 


57 VM, N- . , 


-14.17 


-22,93 


57 VAL CA 


-14.13 


-24.17 



70.30 15. 00 
70.77 15.00 
72.38 15.00 
71.96 15.00 
73.44 15.00 
74.24 15.00 
75.35 15.00 

76.31 15.00 
77.07 15.00 
76.28 15.00 
73.35 15.00 

73.59 15.00 
72.31 15.00 
71.35 15.00 

70.60 15.00 
71.42 15.00 

70.55 15.00 
72 . 01 15.00 
70.34 15.00 
69.99 15.00 
69.87 15.00 
68.87 15.00 

68.56 15.00 
67.59 15.00 
68.00 15.00 
69.30 15.00 

68.53 15.00 

70.54 15.00 
71.07 15.00 
72.18 15.00 
71.76 15.00 

70.55 15.00 
72.67 15.00 
71.65 15.00 

71.72 15.00 
72.09 15.00 

72.73 15.00 
71,94 15.00 
72.20 15.00 
74.04 15.00 
75.06 15.00 
70.96 15.00 
70.18 15.00 



TABLE III 



57 VAL CB 
57 VAL CGI 
57 VAL CG2 
57 VAL C 

57 VAL O 

58 SER N 
58 SER CA 
58 SER CB 
58 SER OG 
58 SER C 

58 SER 0 

59 GLU N 
59 GLU CA 
59 GLU CB 
59 GLU CG 
59 GLU CD 
59 GLU OE1 
59 GLU OE2 
59 GLU C 

59 GLU O 

60 ASN N 
60 ASN CA 
60 ASN CB 
60 ASN CG 
60 ASN OD1 

60 ASN ND2 
6 0 ASN C 

6 0 ASN O 

61 AS P N 
61 ASP CA 
61 ASP CB 
61 ASP CG 
61 ASP OD1 
61 ASP OD2 
61 ASP C 

61 ASP O 

62 GLY N 
62 GLY CA 
62 GLY C 

62 GLY O 

63 CYS N 
63 CYS CA 
63 CYS C 



-15.44 -24.43 
-15.38 -25.80 
-16.63-24.33 
-12.97 -24.10 
-13,17-23.81 
-11.76 -24.40 
-10.57 -24.35 
-9^ 34 -24.73 : 
-9.44 -26.08 
-10.65 -25.25 
-9.90 -25.09 
-11.53 -26.25 
-H.69 >-27.16 
-12.57 -28.35 
-12.00 -29.23 
>11;98 ^28.56 
-13.00 r 27.95 
-10.95 -28.66 
-12.30 -26.41 
-12.28 -26.89 
-12.89 -25.26 
-13 .53 -24.45 
-14.95 -24.06 
-15.92 -25.21 
-17.09 -25.08 
-15.45 ^26.34 
-12.71 -23.22 
-11.73 -22.92 
-13.13 -22.50 
-12.41 -21.34 
-12,53 -21.28 
-11.20 -21.01 
-10 .34 -20.32 
-11.03 -21.49 
-12.80 -19.99 
-12.23 -18.95 
-13.75 -19.97 
-14.17 -18.71 
-15.12 -18,03 
-16.13 -18.61 
-14.80 -16.81 
-15.65 -16.09 
-15.45 -16.63 



69.39 15.00 
68.73 15.00 
70.30 15.00 
69.19 15.00 
68.02 15.00 
69.66 15.00 
68. 82 15.00 
69.63 15.00 
70.07 15.00 
67.61 15.00 
66.65 15.00 
67.65 15.00 
66.53 15.00 
66.92 15 .00 
68.00 15.00 
69.36 15.00 
69.73 15.00 
70.06 15.00 
65.35 15.00 

64.22 15.00 
65.63 15.00 
64.61 15.00 
65.03 15.00 
64.90 15.00 

65.23 15.00 
64.38 15.00 
64.26 15.00 
64.93 15.00 
63.23 15.00 
62.75 15.00 
61.22 15.00 
60.53 15.00 
61.12 15.00 
59.40 15.00 
63.35 15.00 
62.99 15.00 
64.28 15.00 
64.87 15.00 
63.91 15.00 

63.51 15.00 
63.48 15.00 

62.52 15.00 
61.12 15.00 
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TABLE m 

63 CYS 0 -16.10 -16.16 60.18 15.00 

63 CYS CB -15.34 -14.59 62.52 15.00 

63 CYS SG -15.84 -13.72 64.03 15.00 

64 GLY N -14.52 -17 . 56 60.95 15.00 
.64 GLY GA -14.26 -18.14 59265 15.00 
64 GLY C -15.17 -19.33 59.40 15.00 

64 GLY 0 -15.50 -19.67 58.26 15.00 

65 GLY N -15.60 -19.99 66.48 15.00 
65 GLY CA -16.47 -21.14 60.33 15.00 
65 GLY C -16.39 -22120 61.41 15.00 

65 GLY 6 -15.56 -22.15 62.31 15.00 

66 GLY N -17.28 -23; 18 61.30 15.00 
66 GLY GA -17.31 -24:{?5 62.27 15.00 
66 GLY C -18.50 -25^16 62.14 15.00 

66 GLY 0 -19.48 -24,83 61.48 15.00 

67 TYR N -18.43 -26.32 62.78 15.00 
67 TYR CA -19.51 -27.30 62.74 15.00 
67 TYR CB -18.97 -28.70 62.45 15.00 
67 TYR CG -18.28 -28.86 61.12 15.00 
67 TYR GDI -19.02 -29.00 59.94 15.00 
67 TYR CE1 -18.40 -29,23 58.72 15.00 
67 TYR CD2 -16.90 -28.94 61.04 15.00 
67 TYR CE2 -16.26 -29.16 59.82 15.00 
67 TYR C2 -17.02 -29.31 58.67 15.06 
67 TYR OH -16.39 -29.51 57.46 15.00 
67 TYR C -20.17 -27.29 64.10 15.00 

67 TYR O -19.48 -27.14 65.12 15.00 

68 MET N -21.48 -27.47 64.12 15.06 
68 MET CA -22.26 -27.48 65.36 15.00 
68 MET CB -23.76 -27.60 65.07 15.00 
68 MET CG -24.38 -26.42 64.29 15.00 
68 MET SD -23.94 -26.32 62.55 15.00 
68 MET CE -25.16 -27.35 61.83 15.00 
68 MET C -21.81 -28.62 66.27 15.00 

68 MET O -21.63 -28.43 67.47 15.00 

69 THR N -21.58 -29.79 65:68 15.00 
69 THR CA -21.15 -30.96 66.43 15.60 
69 THR CB -20.90 -32.18 65.50 15.00 
69 THR OG1 -20.04 -31.81 64.42 15.00 
69 THR CG2 -22.21 -32.71 64.94 15.00 
69 THR C -19.90 -30.65 67.25 15.00 

69 THR O -19.80 -31.06 68.41 15.00 

70 ASN N -18.98 -29.86 66.69 15.00 
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TABLE m 

7 0 ASN CA -17.74 -29.49 67.37 15 00 
70 ASN CB -16.79 -28.76 66.42 15.00 
70 ASN CG -16.05 -29.71 65.50 
70 ASN OD1 -14.84 -29.64 65.39 
70 ASN ND2 -16.78 -30,58 64.83 
70 ASN C -18.01 -28.62 68,59 

70 ASN O .17.32 -28.74 69160 15>00 

15.00 



15.00 
15.00 
15.00 
15.00 



15.00 
15 .00 
15.00 
15.00 
15.00 



71 ALA N -19 . 03 -27, 77 68448 

71 ALA CA -19.43 -26.88 69.56 15700 

71 ALA CB -20.37 -25,81 69,04 15.00 

71 ALA c -20.12-27.68 70.67 

71 ALA O -20.03 -27.32 71.84 

72 PHE N -20.85 -28.72 70.28 
72 PHE CA -21 .54 -29 . 59 71 .22 
72 PHE CB -22.36 -30.65 70.47 
72 PHE CG -23.54 -30.11 69.74 15.00 
72 PHE GDI "24. 28 -29.06 70.24 15 00 
72 p HE CD2 -23.91 -30.66 68,53 15.00 
72 PHE CE1 -25.36 -28.56 69** 1S.O0 
72 PHE CE2 -25.00 -30.17 67.83 15 00 
72 PHE CZ >25.72 -29.12 68.34 15.00 
72 PHE C -20.46 -30.29 72.05 15.00 

72 PHE O -20.43 -30.18 73.28 15.00 

73 GLN N t19.58 -30.98 71.34 15 00 
73 GLNCA -18.47 -31.71 71.92 15.00 
73 GLN CB -17.53 -32.13 70.78 15.00 
73GLNCG -16.60 -33.30 71.06 15.00 
73 GLN CD -17.31 -34.63 71.03 15.00 
73 GLN OE1 -17.80 -35.13 72.06 15 00 
73 GLN NE2 -17.35 -35.25 69.85 15.00 
73 GLN C -17.74 -30.81 72.93 15.00 

73 GLN O -17.27 -31.26 73.97 15.00 

74 TORN -17.66 -29.51 72.63 15.00 
74 TYR CA -17.00 -28.57 73.51 15.00 
74 TYR CB -16.75 -27.21 72.81 15.00 
74 TOR CG -16.41 -26.08 73.77 15,00 
74 TOR CD1 -15.19 -26.05 74.43 15.00 
74 TOR CE1 -14.91 -25.06 75.37 15.00 
74 TOR CP2 -17.34 -25.09 74.06 15.00 
74 TOR CE2 -17.07 -24.10 75.00 15.00 
74 TOR CZ -15.86 -24.09 75.66 15,00 
74 TOR OH -15,60 -23.15 76.63 15.00 
74 TOR C -17.75 -28.36 74.82 15.00 
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TABLE m 

74 TYR O -17.14 -t28.37 75.89 15.00 

75 VAL N -19.07 -28.16 74.78 15.00 
75 VAL CA -19.85 -27.94 76.02 15.00 
75 VAL CB -21.30 -27.45 75.73 15.00 
75 VAL CGI -22.06 -27.23 77 . 04 15.00 
75 VAL CG2 -21.27 -26.15 74.92 15.00 
75 VAL C -19.87 -29.20 76.91 15.00 

75 VAL O -20.07 -29.13 78,12 15.00 

76 GLN N -19.65 -30.35 76.29 15.00 
76 GLN CA -19.62 -31.60 77.01 15.00 
76 GLN GB -19.93 -32.73 76.04 15.00 
76 GLN CG -20.02 -34.11 76.67 15.00 
76 GLN CD -19.74 -35.20 75.68 15 . 00 
76 GLN OE1 -20.14 -35.11 74.52 15.00 
76 GLN NE2 -19.01 -36.22 76.11 15.00 
76 GLN C -18.25 -31.81 77.66 15.00 

76 GLN 0 -18.14 -32.17 78.85 15.00 

77 LYS N -17.18 -31.59 76.89 15.00 
77 LYS CA -15.82 -31.78 77.39 15.00 
77 LYS CB -14.83 -31.98 76.24 15.00 
77 LYS CG -14.56 -30.75 75.41 15.00 
77 LYS CD -13.69 -31.09 74.19 15.00 
77 LYS CE -14.41 -32.05 73.24 15.00 
77 LYS NZ -13.62 -32.45 72.02 15.00 
77 LYS C -15.34 -30.65 78.29 15.00 

77 LYS O -14.37 -30.81 79.01 15.00 

78 ASN N -15.97 -29.49 78.22 15.00 
78 ASN CA -15.60 -28.37 79.07 15.00 
78 ASN CB -15.58 -27.07 78.27 15.00 
78 ASN CG -15.38 -25.85 79.16 15.00 
78 ASN GDI -14.28 -25.58 79.64 15.00 
78 ASN ND2 -16.45 -25 . 11 79. 37 15. 00 
78 ASN C -16.62 -28.28 80.20 15.00 

78 ASN O -16.36 -27 . 67 81.23 15.00 

79 ARG N -17.77 -28.91 79.97 15,00 
79 ARG CA -18.89 -28.98 80.92 15.00 
79 ARG CB -18.58 -29.92 82.11 15.00 
79 ARG CG -17.47 -29.49 83.06 15.00 
79 ARG CD -16.62 -30.66 83.51 15.00 
79 ARG NE -17.44 -31.76 84.00 15.00 
79 ARG CZ -17.90 -32.75 83.23 15.00 
79 ARG NH1 -17.60 -32.77 81.93 15.00 
79 ARG NH2 -18.73 -33.66 83.74 15.00 



TABLE Hi 

79 ARG C -19.45 -27^65 ^ 81 .39 15.00 

79 ARG O -19/42 ^27/31 82.57 15.00 

80 GLY N -20.00 -26.92 80.44 15.00 
80 GLY CA -20.58 -25.63 80.75 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15. 00 
15 . 00 
15.00 
15.00 
15.00 

83 SER CB -26. 03 -16 ; 79 80.46 15, 00 
83 SER QG -25.32 -16.05 81.44 15.00 
83 SER 9 "24.66 -15.90 78.58 15.00 

83 SER © -23.49 -15.51 78.67 15.00 

84 GLU N -25.57 -15,24 77:87 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



80 GLY C -20.41 -24.62 79.63 

80 GLY O -19.39 -24.61 78.93 

81 ILE N .... -21.44 -23.82 79. 44 
81 ILE CA -21.45 -22.77 78.45 
•81 ILE GB ■■ -22,27 -23 ;14 77.21 
81 ILE CG2 -23.71 -23.46 77.59 
81 ILE CGI .>. -22. 18 -22.01 76.17 
81 ILE CD1 -22.74 -22.34 74.79 
81 ILE C -22.09 -21;59 :79.18 

81 ILE O -23.08 -21^77 79.89 

82 ASP N -21.48 -20.42 79.06 
82 ASP CA -21.99 -19.22 79^72 " 
82 ASP CB -20,95V -18/10 79I68 
82 ASP CG -19.75 -18.37 80.56 
82 ASP OD1 -18.66 -17.89 80.20 
82 ASP OD2 -19.89 -19.03 81.62 
82 ASP C -23 .27 -18.70 79.09 

82 ASP O -23.67 -19 ; 11 78/01 

83 SER N -23.91 -17.78 79,79 
83 SER CA -25.12 -17.15 79.30 



84 GLU CA -25.22 -14.02 77,16 

84 GLU CB -26.40 ^13.50 76.35 

84 GLU CG -26.09 -12/30 75:46 

84 GLU CD -25.06 -12,58 74.36 

84 GLU OE1 -25.03 -13.69 73.78 

84 GLU OE2 -24.28 -11.66 74.06 

84 GLU C -24.70 -12.95 78.14 15.00 

84 GLU O -23.64 -12.37 77.92 15.00 

85 ASP N -25.41 -12/69 79.23 15.00 
85 ASP CA -24.95 -11.70 80.20 15.00 
85 ASP CB -25.99 -11.46 81,31 15.00 
85 ASP CG -25.59 -10.32 82.30 15.00 
85 ASP OD1 -26.24 -10.19 83.38 15,00 
85 ASP OD2 -24.66 -9.54 82.02 15.00 
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85 ASP C 

85 ASP O 

86 ALA N 
86 ALA GA 
86 ALA CB 
86 ALA C 

86 ALA O 

87 TYR N : 
• 87 GA 

87 TYR CB 

87 tfR CDt 
.. 87 TYR C^l 
87 TYR GD2 
87 TYR CE2 
87 TYR CZ 
: 87 TYR OH 
v - ; : '"87 : :,-TYRi-G'-. ; ' ' 

87 TYR O 

88 PRO N 
88 PRO CD 
88 PRO GA 
88 PRO CB 
88 PRO CG 
88 PRO C 

88 PRO O 

89 TYR N 
89 TYR CA 
89 TYR CB 
89 TYR CG 
89 TYR GDI 
89 TYR GE1 
89 TYR CD2 
89 TYR GE2 
89 TYR CZ 
89 TYR OH 
89 TYR C 

89 TYR O 

90 VAL N 
90 VAL GA 
90 VAL CB 
90 VAL CGI 
90 VAL CG2 
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90 VAL c 

90 VAL O 

91 GLY N 
91 GLY GA 
91 GLY C 

91 GLY O 
V 92 GLN N 

92 GLN GA 
92 GLN CB 
92 GLN CG 
92 GLN CD 
92 GLN OEl 
92 GLN NE2 
92 GLN C 

92 GLN 0 

93 GLU N 
V ■■■'■( 93 GUJ QA 

93 GLU CB 
93 GLU CG 
93 GLU CD 
93 GLU OEl 
93 GLU OE2 
93 GLU C 

93 GLU O 

94 GLU N 
94 GLU CA 
94 GLU CB 
94 GLU CG 
94 GLU CD 
94 GLU OEl 
9 4 GLU OE2 
/94 GLU C • 

94 GLU O 

95 SER N 
95 SER CA 
95 SER CB 
95 SER OG 
95 SER C 

95 SER 0 

96 CYS N 
96 CYS CA 
96 CYS C 
96 CYS O 
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TABLE nr 
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15.00 



-14 .81 -11.73 67. 41 15.00 

-15.19 -11.95 68.57 15.00 

-13.72 -12.26 66.89 15.00 

-12 .90 -13.22 67.59 15.00 

-12.01 -13.95 66.59 15.00 

-12.77 -14.60 65.42 15.00 

-11.84 -15.07 64.31 15.00 

-10.67 -15.37 64.62 15.00 

-12.27 -15.13 63,13 15.00 

-12.05 -12.56 68 . 66 15.00 

-11.53 -11,46 68.49 I5.OO 

-11.92 -13.25 69.78 15.00 

-11.13 -12.78 70.91 15.00 

-11.93 -11.79 71.76 15.00 

-13.39 -12.15 71.95 15.00 

-14.00 -11.50 73.18 15.00 

-14.15 -10.26 73.18 15.00 

-14-31 -12.24 74.14 15.00 

-10.73 -13.98 71.74 15.00 

-11.15 -15,10 71.47 15.00 

-9,88 -13.75 72.73 15.00 

-9.40 -14.80 73.61 15.00 

-8.39 -14.21 74.60 15.00 

-7.22 -13.77 73.94 15.00 

10.57 -15,44 74.35 15.00 

11.48 -14.73 74.82 15,00 

10.55 -16.77 74.42 15.00 

11.59 -17.52 75.13 15.00 

11.61 -17.01 76,56 15.00 

10.57 -16.90 77.21 15.00 



TABLE m 



96 CYS CB 

96 CYS SG 

97 MET N 
97 MET CA 
97 MET CB 
97 MET CG 

: 97 MET SD 
97 MET CE 
97 MET C 

97 MET O 

98 TYR N 
98 TYR CA 
98 TYR CB 
98 TYR CG 
98 TYR CD1 
98 TYR CE1 
98 TYR CD2 
98 TYR CE2 
98 TYR CZ 
98 TYR OH 
98 TYR C 

98 TYR 0 

9 9 ASN N ' 

99 ASM CA 
9 9 ASN CB 
99 ASM CG 
99 ASN OD1 
99 ASN ND2 
99 ASN C 
99 ASN O 

100 PRO N 
100 PRO CD 
100 PRO CA 
100 PRO CB 
100 PRO CG 
100 PRO C 

100 PRO O 

101 THR N 
101 THR CA 
101 THR CB 
101 THR OG1 
101 THR CG2 
101 THR C 



-11.31 

-12.44 

-12 .80 

-12.96 

-13 .24 

-12 . 05 

-12.56 

-13 .48 

-14.07 

-14.87 

-14.13 

-15.15 

-15 .00 

-16. 06 

-17.39 

-18.38 

-15.74 

-16.72 

-18.03 

-19.00 

-15.08 

-14. 04 

rl6.19 

-16.31 

-16.96 

-17.25 

-16.67 

-18.19 

-17.20 

-18.44 

-16.59 

-15.15 

-17.29 

-16.19 

-15.15 

-18.50 

-19.48 

-18.46 

•19.58 

19.22 

18.93 

17.99 

20.81 



-19.03 

-20.07 

-16.65 

-16.09 

-14.58 

-13.75 

-12.29 

-11.34 

-16.78 

-16.11 

-18.10 

-18.84 

-20.35 

-21.14 

-21.10 

-21.80 

-21.90 

-22 .60 

-22.54 

-23.23 

-18.52 

-18.68 

-18.01 

-17.67 

-16.29 

-15.98 

-16.58 

-15.06 

-18.74 

-18.61 

-19.79 

-19.84 

-20.92 

-21.58 

-20.47 

-20.55 

-21.29 

-19.40 

-19.00 

-17.77 

-16.65 

-18.06 

-18.70 



1*1 



75.08 

76.07 

77.03 

78.36 

78.26 

77.73 

76.76 

78:03 

79.14 

79.82 

79.07 

79.78 

79.61 

80.35 

79.94 

80.65 

81.48 

82.18 

81.76 

82.44 

81.26 

81.89 

81.79 

83.19 

83.38 

84.84 

85.75 

85.07 

83.81 

83.82 

84.39 
84.68 
85.02 
85.86 
86.03 
85.87 
85.92 
86.53 
87,37 
88.22 
87.36 
89 . 08 
86.52 



15.00 

15.00 

15.00 

15.00 

15 . 00 

15, 00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15; 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 



TABLE m 

101 THR O -21.94 -19.07 86.88 15 00 
.10.2 GLY N -20.59 -18.06 85.37 15.00 

102 GLY CA -21,68 -17.73 84.47 15.00 
102 GLY C -22.27 -18.92 83.72 15.00 

102 GLY O -23 .16 -18.73 82.87 15.00 

103 LYS N -21 .80 -20.14 84.00 15 00 
103 LYS CA -22.32 -21.34 83.33 15.00 
103 LYS CB -21.70 -22.60 83.93 15 00 
103 LYS CG -22.23 -23 .88 83.33 15.00 
103 LYS CD -21.78 -25.11 84^11 15V00 
103 LYS CE -22.56 -25,26 85.40 1^00 
103 LYS NZ -24.02 -25.47 85,12 15; 00 
103 ; LYS C -23 .83 -21. 42 83 . 45 15 . 00 

103 LYS O -24.39 -21.26 84.53 15.00 

104 ALA N -24.50 -21.68 82,34 15:00 
104 ALA CA -25.96 -21.77 82.34 15.00 
104 ALA CB -26.56 -20.57 81.61 15.00 
104 ALA C -26.48 -23.07 81.73 15.00 

104 ALA O -27.69 -23.30 81.71 15.00 

105 ALA N -25.59 -23.92 81.24 15.00 
105 ALA CA -26.02 -25,18 80.65 15,00 
105 ALA CB -26 . 71 -24 . 94 79 .31 15.00 
105 ALA C -24 .89 -26,20 80. 49 15.00 

105 ALA O -23.72 -25.84 80.50 15.00 

106 LYS N -25.28 -27.46 80.37 15 J 00 

15,00 
15.00 



106 LYS CA -24.36 -28.59 80.21 
106 LYS CB -24.28 -29.40 81.51 
106 LYS CG -23.38 -28.89 82.62 15.00 

15.00 
15.00 



106 LYS CD -23.65 -29.73 83.87 
106 LYS CE -22.48 -29.72 84.85 
106 LYS NZ -21 .33 -30. 54 84 .36 15 .00 

15 .00 
15.00 



106 LYS C -24.99 -29.49 79.16 

106 LYS O -26.18 -29.32 78.83 

107 CYS N -24.23 -30.42 78.61 15,00 

15.00 
15.00 



107 CYS CA -24.77 -31.37 77,64 

107 CYS CB -24.82 -30.77 76,22 

107 CYS SG -23.38 -31.03 75.18 15 . 00 

107 CYS C -23,93 -32.64 77.72 15.00 

107 CYS O -22.76 -32.59 78.10 15.00 

108 ARC N -24.54 -33.78 77.45 15.00 
108 ARG CA -23.86 -35.07 77.52 15.00 
108 ARG CB -24.60 -35.99 78.50 15.00 
108 ARG CG -26.12 -35.73 78.59 15.00 



97/16177 



TABLE IV 



PCT/US96/17512 



Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A?) for the cathepsin K 
complex with inhibitor 2, 2 •-NyN'-bis^ 
benzyloxycarbonyl-L-leucinylcarbohydrazide. 

Residue Atom X Y 2 B 



1 


ALA CB 


-44 ,52 


-37.54 


64.26 


is. oo 


1 


ALA C 


-46.72 


-36.34 


64.48 


15.00 


1 


ALA O 


-47.32 


-36;96 


63 . 59 


15.00 


1 


ALA N 


-46.03 


-38V05 


66.17 


15 on 


1 


ALA CA 


-45.55 


-36.98 


'. ■ 65 . 24 


15 on 


2 


PRO N 


-47.09 


T 35110 


64,86 


15. 00 


2 


PRO CD 


-46.48 


-34.27 ' 


65.92 


15. 00 


2 


PRO GA 


-48.19 


;;>34:^3^: : y 


64.20 


15.00 


:.:2 


PRO CB 


-48.32 


-33^13:: •' 


65104 


15: 00 


2 


PRO CG 


-46.89 


'.-32>;8S?' 


65150 


15 . 00 


2 


PRO C 


-47.85 


-34105 


€2176 


IS , 00 


2 


PRO 0 


-46.73 


-34>29 


621 29 


15.00 


3 


ASP N 


-48.84 


-33.52 


62 .05 


15.00 


3 


ASP CA 


-48.64 


-33.12 


60; 66 


15.00 


3 


ASP CB 


-49.97 


-33 .13 


59.91 


15.00 


3 


ASP CG 


-50.31 


-34.49 


59.37 


15.00 


3 


ASP OD1 


-50.61 


-34.58 


58.16 


15 .00 


3 


ASP OD2 


-50.25 


-35 .48 


60.14 


15.00 


3 ASP C 


-48.06 


-31.73 


60 . 63 


15.00 


3 


ASP 0 


-47.45 


-31.32 


591 63 


15. 00 


4 


SER N 


-48.18 


-31.03 


61 75 


15 00 

JL w . v w 


4 


SER CA 


-47 .72 


-29.67 


61.87 


15.00 


4 


SER CB 


-48.86 


-28.74 


61.51 


15.00 


4 


SER OG 


-48.48 


-27.37 


' 61.57 ' 


15.00 


4 


ser: c 


-47.29 


-29.41 


63.29 


15.00 


4 


SER 0 


-47.89 


-29.91 


64.23 


15.00 


5 


VAL N 


-46.20 


-28.66 


63.43 


15.00 


5 


VAL CA 


-45.71 


-28.29 


64.73 


15.00 


5 


VAL CB 


-44 . 98 


-29.44 


65.47 


15.00 


5 


VAL CGI 


-43.59 


-29.68 


64.89 


15.00 


5 


VAL CG2 


-44.88 


-29.11 


66.96 


15.00 


5 


VAL C 


-44.81 


-27.08 


64.62 


15.00 


5 


VAL 0 


-44.04 


-26.93 


63 .66 


15. 00 


6 


ASP N 


-44 . 96 


-26.20 


65.59 


15.00 


6 


ASP CA 


-44.19 


-24 .98 


65.66 


15.00 



WO 97/16177 

6 ASP CB 
6 ASP CG 
6 AS P dpi 
6 ASP GD2 
• 6 AS P C 

6 ASP O 

7 TYR N 
7 TYR CA 
7 TYR CB 
7 TYR CG 
7 TYR CD1 

'.. 7 TYR CE1 
• 7 TYR CD2 
: 7 TYR CE2 
: . 7 TYR CZ ' 
7 TYR OH 
7 TYR C 

7 TYR O 

8 ARG N 
8 ARG CA 
8 ARG CB 
8 ARG CG 
8 ARG CD 
8 ARG NE 
8 ARG CZ 
8 ARG JiHl 
8 ARG NH2 
8 ARG C 

8 ARG O 

9 LYS N 
9 LYS CA 
9 LYS CB 
9 LYS CG 
9 LYS CD 
9 LYS CE 
9 LYS NZ 
9 LYS C 

9 LYS O 
10 LYS N 
10 LYS CA 
10 LYS CB 
10 LYS CG 
10 LYS CD 



PCT/US96/17512 

TABLE TV 

-45.08 -23.81 65,22 15.00 
-44.31 -22.52 65.06 15.00 
-43.13 -22.45 65.49 15,00 
-44.88 -21.58 64.49 15.00 
-43. 72 -24.81 . 67.10 15.00 

-44,50 -24.48 68.00 15.00 

-42, 42 -25.02 67.31 15.00 

-41,83 -24.90 68.64 15.00 

-40.43 -25.53 68.66 15.00 

-40.49 -27.05 68.76 15.00 

-40.75 -27,66 69.98 15.00 

-40.88 -29.04 ; 70:08 15.00 

~ 40 - 34 : -27.85 67; 63 IS . 00 

^40v47 -29,24 67.72 15.00 

-40, 74 -29.83 66; 95: 15.00 

-40.89 -31.20 69.06 15.00 

-41.80 -23.47 69.20 15.00 

-41. 66 -23.28 70,42 15.00 

^41,93 -22.48 68.33 15.00 

-41,95 -21.08 68.77 15.00 

-42,06 -20,12 67.58 15,00 

-40,92 -20.21 66-57 15.00 

■-4:1.1? -19.36 65; 38 15.00 

^42.23 -19.84 64^ 51 15; 00 

"42 -66 -19.26 63.38 15 ,00 

" 42 - 13 -18.11 62-97 15.00 

-43 . 61 -19.84 62.66 15 . 00 

-.43.20 -20.93 69.64 15,00 

-43.18 -20.25 70.68 15.00 

-44>28 -21.58 69.21 15.00 

-45 .54 -21.53 69.92 15 .00 

-46,66 -22.14 69.08 15.00 

-47.11 -21.26 67.92 15.00 

-47,98 -22,07 66.95 15.00 

^48.74 -21.20 65.98 15.00 

-49.84 -20.49 66.67 15.00 

-45,45 -22.22 71.27 15.00 

■46.19 -21.88 72.19 15.00 

■44 .53 -23 . 16 71.39 15 . 00 

44.30 -23.91 72.63 15.00 

43,82 -25.33 72.30 15.00 

44,90 -26.25 71,75 15.00 

44.35 -27.64 71.47 15.00 



11H 



WO 97/16177 



TABLE IV 



PCT/US96A7S12 



10 LYS CE 



-45.48 -28.63 



71.20 15; 00 



10 LYS NZ 


-44.99 


-30.01 


70 


.87 


15 .00 


10 LYS C 


-43.28 


-23.22 


73 


.53 


15.00 


10 LYS 0 


-42.94 


-23.73 


74 


.60 


15 .00 


11 GLY N 


-42 .75 


-22.09 


73 


.09 


15.00 


11 GLY CA 


-41.77 


-21.37 


73 


.88 


15 00 


11 GLY C 


-40.41 


-22 .04 


73 


.97 


15.00 


11 GLY 0 


-39.71 


-21. 91 


74 


.97 


15.00 


12 TYR N 


-40.02 


-22 .75 


72 


.92 


15.00 


12 TYR CA 


-38.73 


-23 .41 


72 


.89 


15.00 


12 TYR CB 


-38.86 


-24.81 


72. 


.29 


15.00 


12 TYR CG 


/> ; -39 ; .'47 ; 


-25.86 


73. 


.18 


15.00 


12 TYR CD1 


1 '-40-. 56: . 


-25.59 


73. 


.99 


15.00 



12 r TYR G 


■ -37.73 


-22 62 


72 




i ^ nn 

Xj • UU 


12 TYR 0 


-36.65 


-23 .14 


71 


.72 


15.00 


13 VAL N 


-38.08 


-21.39 


71 


.66 


15 . 00 


13 VAL CA 


-37.21 


-20.59 


70 


.80 


15. 00 


13 VAL CB 


-37.82 


-20.46 


69 


.40 


15.00 


13 VAL CGI 


;-';-3':6;.;75 : :- 


-20.07 


68 


.38 


15.00 


13 VAL CG2 


-38.52 


-21.73 


69 


.02 


15.00 


13 VAL C 


-36,93 


-19.17 


71 


.30 


15.00 


13 VAL 6 


-37.86 


-18.42 


71 


.61 


15.00 


14 THR N 


'. -35.66 


-18.79 


71. 


.34 


15. 00 


14 THR CA 


' -35.29 


-17.45 


71. 


.78 


15.00 


14 THR CB 


-33.84 


-17.40 


72. 


.32 


15.00 


14 THR OG1 


-32V91 ': 


-17.76 


71. 


.28 


15.00 


14 THR CG2 


-33,67 


-18.33 


73; 


.52 


15.00 


14 THR C 


-35,46 


-16,52 


70. 


.59 


15.00 


14 THR 0 


: :k3 : 5-.:55;. 


-16.96 


69. 


46 


15.00 


15 PRO N 


-35.49 


-15.20 


70. 


84 


15.00 


15 PRO CD 


-35.39 


-14.48 


72. 


12 


15.00 


15 PRO CA 


-35.65 


-14.27 


69. 


72 


15.00 


15 PRO CB 


-35.71 


-12.90 


70. 


42 


15.00 


15 PRO CG 


-34 .93 


-13.12 


71. 


67 


15 .00 


15 PRO C 


-34.54 


-14.35 


68. 


69 


15.00 


15 PRO O 


-33 .45 


-14,89 


68. 


95 


15.00 


16 VAL N 


-34.85 


-13.85 


67. 


50 


15. 00 


16 VAL CA 


-33.94 


-13 .84 


66. 


37 


15 . 00 




I? TYR CE1 

12 : TYR CZ 

12 TYR OH ■■ ' 



-41,12-26.56 

-38.94 -27.15 

-39.49 -28.14 

-40.58 -27.84 

-41.10 -28.81 



74.81 15,00 
73.21 15.00 
74.02 15.00 

74.82 15 .00 
75.64 15.00 



WO 97/16177 

16 : VAL CB 
16 VAL CGI 
16 VAL CG2 
; 16 VAL C 

16 VAL 0 
. 17 L YS N 
C: 17 LYS CA 
: 17 LYS CB 

17 LYS CG : 
17 LYS CD 

17 LYS CE 

■ 17 LYS NZ • 

'■. 17 LYS C 
■ 1? LYS O ■ 

18 ASN N \. 
18 ASN CA 
18 ASN CB 
18 ASN CG 
18 ASN OD1 

" 18 ASN ND2 
" 18 ASN C 

18 ASN O 

19 GLN N 
19 GLN CA 
19 GLN CB 
19 GLN CG 
19 GLN CD 

' 19 GLN OE1 
19 GLN NE2 
19 GLN C 

19 GLN 0 

'■ 20 GLY N ': 
. 20 GLY CA 

20 GLY C 

20 GLY O 

21 GLN N '-. 
21 GLN CA 
21 GLN CB 
21 GLN CG 
21 GLN CD 
21 GLN OE1 
21 GLN NE2 
21 GLN C 



PCT/US96/17S12 

TABLE IV 

-34.68 -13.41 65.08 15.00 

-33.72 -13.35 63.90 15.00 

-35.82 -14.39 64.78 15.00 

-32.71 -12.94 66.61 15.00 

-32.84 -11.79 67.04 15.00 

-31.54 -13.50 66.33 15.00 

-30.27 -12.80 66.48 15.00 

-29.26 -13.70 67.22 15.00 

-29.85 -14.45 68.41 15.00 

-30.15 -13.52 69.56 15.00 

-31.10 -14.14 70.58 15.00 

-30.73 -15.52 70.94 15.00 

-29.70 -12.43 65.09 15.00 

-30-25 -12.81 64.05 15.00 



-28.59 


-U .71 


65 10 


1C ft /\ 

Id . 00 


-27.93 


-11.24 


63 89 


13..UU 


-28.25 


-9.75 


63 6Q 


ao . 00 


-27.74 


-9.21 


6? V7 


1 C AA 

1-5 . 00 


-27.34 


-9.95 


61 dQ 

Ul • 


1 C Aft 

15 . 00 


-27.75 


-7.90 


62 3d 


i c nn 
ID . 00 


-26.41 


-11 . 47 


61 QQ 


AD . 00 


-25.70 


-10.74 


64 6ft 


ic nn 
lo . 00 


-25.92 


-12.47 


63 .27 


AD . UU 


-24.50 


-12. 81 


63.27 


15.00 


-24.23 


-14.05 


62.39 


is .oo 


-24.59 


-13.91 


60.91 


15.00 


-24.31 


-15.17 


60.10 


15.00 


-25.15 


-16.06 


60.00 


15.00 


-23.13 


-15.23 


59.50 


15.00 


-23.59 


-11.65 


62.84 


15.00 


-22.45 


-11.56 


63.30 


15.00 


-24.09 


-10.77 


61.99 


15.00 


-23.28 


-9.65 


61.53 


15.00 


-22.31 


-10.07 


60.45 


15.00 


-22.59 


-10.98 


59.67 


15.00 


-21.15 


-9.43 


60.41 . 


15.00 


-20.14 


-9.75 


59.41 


15.00 


•19.40 


-8.48 


58.96 


15.00 


•20.22 


-7.59 


58.06 


15.00 


20.48 


-8.23 


56.69 


15.00 


19.88 


-9.26 


56.33 


15.00 


21.37 


-7 . 60 


55.90 


15.00 


19.15 


-10.78 


59.98 


15.00 



TABLE IV 



21 GLN O 

22 CYS N 
22 CYS CA 
22 CYS C 
22 CYS 0 
22 CYS CB 

22 CYS SG 

23 GLY N 
23 GLY CA 
23 GLY C 

23 GLY O 

24 SER N 
24 SER CA 
24 SER CB 
24 SER OG 
24 SER C 

24 SER 6 

25 CYS N 
25 CYS CA 
25 CYS CB 
25 CYS SG 
25 CYS C 
25 CYS G 
25 INH Ci 
25 INH C2 
25 INH C3 
25 INH C4 
25 INH C5 
25 INH C6 
25 INH C7 
25 INH 08 
25 INH C9 
2 5 INH O10 
25 INH Cll 
25 INH C12 
25 INH C13 
25 INH C14 
25 INH CIS 
25 INH CI 6 
25 INH 017 
25 INH N18 
25 INH N19 
25 INH N20 



-17.95 
-19.68 
-18.90 
-19.59 
-20.82 
-18,83 
-18 . 13 
-18.81 
-19.36 

-19.61 

-19.23 

-20.32 

-20.63 

-20.58 

-21.38 

-22.00 

-22.52 

-22.59 

-23 . 90 

-24.31 

-23.12 

-23.95 

-24.95 

-28.28 

-28 . 07 

-27.11 

-26.37 

-26.59 

-27.54 

-25.31 

-24.19 

-23.29 

-22.50 

-22.45 

-21.05 

-20.11 

-19.15 

-20.83 

-23.00 

-24.16 

-22.19 

-22.62 

-23 ? 34 



-10.51 
-11.95 
-13.04 
-14.32 
-14.40 
-12 .90 
-14 .32 
-15.30 
-16.58 
-17.48 
-18.65 
-16.94 
-17.67 
-16.71 
-15.58 
-18.34 
-18.78 
-18.45 
-19.08 
-19 .15 
-20 . 00 
-20.47 
-20.85 
-9.31 
-9. 03 
-9.78 
-10.78 
-11.-05 
-10.32 
-11.54 
-11-. 68 
-12.79 
-12.99 
-14.71 
-14.47 
-13.38 
-12.91 
-12.17 
-16.06 
-16.15 
-17.17 
-18.53 
-13.55 



60.13 

60.30 

60 . 86 

60.46 

60.50 

62.40 

63.33 

60.03 

59.63 

60.83 

60.84 

61.82 

63 .03 

64.22 

64.00 

62.98 

64.01 

61.79 

61. 65 

60.17 

59. 06 

62.29 

62.89 

55.94 

57.30 

58.03 

57.40 

56.05 

55.31 

58.16 

57.24 

57,20 

58.13 

55.88 

56.48 

55.92 

57 . 01 

55.23 

56.34 

56.75 

56.30 

56.74 

56.10 



15.00 

15.00 

15.00 

15.00 

15,00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15 . 00 

15.00 

15 . 00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 
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TABLE IV 

25INHC21 -22.09 -18.85 58.14 IS 00 

""S '2 2! -22.10 -17.80 58.75 ^00 



~ -~ ■ --4/. jo 59.77 15 00 

25 SS 2 " 13 - 75 - 26 - 8 ° 60 - 62 15 00 

25 HJH G2S -14.61 -25.79 60 .17 15 Ob 

25 INHC26 -14.52 -25.29 58.88 - 



; -to.ty 58.88 15 nn 

25 INHC27 -13.54 -25,80 58.03 1 500 
25 IHH:C28 -12.67 -26.81 58.47 . S$ 
25 INHG29 -15.45 -24.21 58.40 | 
25 1NHO30 -16.52 -24.58 57.49 if 00 
25INHC31 -17.56 -23.66 57.05 J m 
25 INK 032 -17.32 -22.74 56.27 150Q 
25 INK C33 -19.95 -23.09 57.18 15 00 
25ZNHC34 -21.23-23.90 57.35 15 00 

IsSSr - 21 - 11 - 25 - 25 58.03 15 Jo 
25 INK C36 -22.32 -25.59 58.89 15 00 
25 ^37 -20.84 -26.31 56,99 15 oS 

11 » C38 -20-07 -21.83 58.0 I5 J0 

25 » 039 -1:9.74 -21.86 59.22 15 00 
25INHN40 -20.56 -20.70 57.43 15 00 
25^N4i -20.70 -19.44 58.21 LJo 

26 2 T " 18 * 78 " 23 - 9 ° 57.54 15,00 
26 TRP N -22.83 -21.19 62.21 15.00 
26 TRP GA -22.70 -22.53 62.79 15.00 
tt-'3£ - 21 - 33 - 23 ' 13 «.41 15.00 

m2£, " 20 - 12 ■ 22 - 32 62 - 88 15.00 

26TRPCD2 -19.43 -22.44 64.14 15.00 

26TRPCE2 -18.42 -21.46 64.16 1500 

26 TRP GE3 -19.58 -23.27 65.26 I5.'o 0 

222- ~ 19 ' 50 " 21 - 3i 62 - 20 15.00 

26TRPNE1 -18.48 -20.79 62.96 15.00 

26TRPCZ2 -17.56 -21.29 65.25 15.00 

26TRPGZ3 -18.73 -23.10 66.34 15 00 

I 6 ™™ -"^3 -22.11 66.33 il'oo 

£2 « ' 22 - 8? - 22 ' 47 64.31 15,00 

26 TOP o -23.46 -23.36 64.91 15.00 

27 ^ " 22 - 37 - 21 - 39 64 - 90 15.00 
27^™ 2 - 43 - 21 - 17 66 - 34 ".CO 
11^ " 21 - 53 - 20 - 00 «.72 15.00 

27 " 23 - 8? " 20i9 ° 66 - 77 15-00 

27 AIA O -24.34 -21.42 67.78 15 00 

11 " 24 - SS - 20 - 06 65 -" ' £3 

28PHECA -25.94 -19.71 66.23 15.00 



WO 97/16177 PCT/US96A7512 

TABLE IV 

28 PHE CB -26.38 -18.58 65.29 15.00 

28 PHE , GO. -25.85 -17 .23 65.70 15.00 

28 PHE GDI -24.59 -16.81 65^30 15.00 

28 PHE GD2 -26.60 -16.39 66,52 15.00 

28 PHE GE1 -24.08 -15.57 65.70 15,00 

28 PHE CE2 -26.09 -15.15 66.93 15.00 

28 PHE CZ -24.83 -14 .74 66.52 15.00 

28 PHE C -26.86 -20.93 66; 07 15.00 

28 PHE O -27.82 -21.10 66.82 15.00 

29 SER N -26.54 -21.81 65.13 15.00 
29 SER CA -27.33 -23.01 64.93 15.00 
29 SER CB -26.85 -23.73 63 .66 15.00 
29 SER OG -27.55 -24.93 63.47 15.00 
29 SER C -27.19 -23.93 66.16 15.00 

29 SER O -28.19 -24.39 66 .71 15.00 

30 SER N -25.95 -24.16 66.59 15.00 
30 SER CA -25.63 -25.00 67.75 15.00 
30 SER CB -24.12 -24.97 68.04 15.00 
30 SER OG -23.34 -25.28 66.91 15.00 
30 SER C -26.36 -24.51 68 . 98 15.00 

30 SER O -27.02 -25.26 69.69 15.00 

31 VAL N -26.16 -23.23 69.26 15.00 
31 VAL CA -26.76 -22.55 70.39 15.00 
31 VAL CB -26.31 -21.07 70.38 15 . 00 
31 VAL CGI -27.42 -20.13 70.84 15.00 
31 VAL CG2 -25.08 -20.92 71.26 15.00 
31 VAL C -28.28 -22.70 70.37 15.00 

31 VAL O -28.87 -23.11 71.37 15.00 

32 GLY N -28.89 -22.44 69.22 15.00 
32 GLY CA -30.32 -22.56 69.08 15.00 
32 GLY C -30.79 -23.96 69.45 15.00 

32 GLY O -31.80 -24.12 70.14 15.00 

33 ALA N -30.03 -24.96 69.01 15.00 
33 ALA CA -30.35 -26.35 69.30 15.00 
33 ALA CB -29.44 -27.29 68.48 15.00 
33 ALA C -30.24 -26.64 70.80 15.00 

33 ALA O -31.11 -27.29 71.38 15.00 

34 LEU N -29.17 -26.15 71.42 15.00 
34 LEU CA -28.96 -26.37 72.84 15.00 
34 LEU CB -27.61 -25.82 73.28 15.00 
34 LEU CG -26.39 -26.66 72.87 15.00 
34 LEU CD1 -25.12 -25.82 72.89 15.00 
34 LEU CD2 -26.27 -27.87 73.78 15.00 



WO 97/16177 



TABLE IV 



PCT/US9d/17512 



34 LEU C 

34 LEU O 

35 GLU N 
35 GLU CA 
35 GLU CB 
35 GLU CG 
35 GLU GD 
35 GLU OE1 
35 GLU OE2 
35 GLU C 

35 GLU O 

36 GLY N 
36 GLY GA 
36 GLY C 

36 GLY 0 

37 GLN N 
37 GLN CA 
37 GLN CB 
37 GLN CG 
37 GLN CD 
37 GLN OE1 
37 GLN NE2 
37 GLN C 

37 GLN O 

38 LEU N 
38 LEU CA 
38 LEU CB 
38 LEU CG 
38 LEU GDI 
38 LEU CD2 
38 LEU C 
38 LEU O 



39 


LYS 


N 


39 


LYS 


CA 


39 


LYS CB 


39 


LYS CG 


39 


LYS 


CD 


39 


LYS 


CE 


39 


LYS 


NZ 


39 


LYS 


C 


39 


LYS 


G 


40 


LYS 


N 


40 


LYS 


CA 



-30.09 -25.73 
-30.62 -26.34 
-30.48 -24.53 
-31.55 -23.78 
-31,70 -22.41 
-30.49 -21.53 
-30.59 -20.25 
-31.42 -20.17 
-29.81 -19.32 
-32.:89 -24.52 
... -33.66 • -24.41 
-33.16 -25.25 
-34.41 -25.97 
-34.42 -27.05 
-35.32 -27.13 
-33.35 -27.86 
-33.18 -28.95 
-31.95 -29.77 
-32.01 -30.34 
-33.22 -31.25 
-33.31 -32; 35 
-34.16 -30.78 
-334O -28.48 
-33.70 -29.09 
-32.38 -27 .39 
-32.27 -26.87 
-31.39 -25.63 
-31.34 -25.01 
-30.49 -25.87 
-30.79 -23.61 
-33.65 -26.51 
-33.97 -26.73 
-34.45 -25.90 
-35.81 -25.51 
-36.42 -24 .72 
-37.63 -23.88 
-38.88 -24.71 
-39.79 -24.14 
-39.99 -22.66 
-36.61 -26.78 
-37.28 -26.89 
-36.48 -27.75 
-37.19 -29.01 



73 .66 


m 'tin 


74.59 




73.25 


15 00 


73.90 


15 00 


73 25 




73.41 


15 on 


72. 60 


1C Aft 

iO « v.U 


71.67 


15 Oft 

... ly , UU 


72; 90 


A3 . UU 


• /73 : .;S7': : . 


•1 nn 


7i.8i 


15 Oft 


72 .79 


15 Oft 
iy > uu 


72 .72 


.:• 15 fth 


73.78 


15 ft ft 


74 61 


J.J >UU 


73 .77 




74 . 71 


1 nn 


74 32 


1 ^ fth 

■ly . U U 


72 . 91 


15 ft ft 

AJ.UU 


72.69 


rc An 

■ ly • UU 


73.26 


1 5 - :fin 

13 .UU 


71.87 


15 ft ft 
lJ • UU 


76.17 


15 00 


77.06 


15 ft ft 
13 . uu 


76. 40 


15 ft ft 
ly . UU 


77.75 


1-5 Oft 


77.79 


15 00 


79.18 


15 00 
iy • VU 


80.11 


15 00 


79 . 08 


15 .00 


78.26 


15 00 


79.43 


15 00 


77 38 


15 Oft 
1j • uu 


77.72 


15.00 


76.55 


15.00 


76;91 


15.00 


77.08 


15.00 


78.15 


15 .00 


78.01 


15.00 



78.00 15.00 

79.04 15.00 

77,11 15.00 

77.23 15.00 
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40 LYS CB 
; 40 LYS CG 

40 ;->^i:-iaS 

40 ^S IJZ 
40 LYS G 

40 LYS O 

41 LYS ; N 
41 LYS CA 
41 LYS CB 

41 LYSvCD 
41 LYS CE 
41 LYS N2 
• 41 LYS C ' 

41 LYS:Q 

42 TOR N 
42 THR 

42 -$I^;C»r 
42 THR OG1 
42 TOR CG2 
42 TOR C 

42 TOR O 

43 GLY N 
43 GLY CA 
43 GLY C 

43 GLY O 

44 LYS N 
44 LYS; CA 
44 LYS GB 
44 LYS GG 
44 LYS CD; 
44 LYS CE 
44 LYS NZ 
44 LYS C 

44 LYS 0 

45 LEU N 
45 LEU CA 
45 LEU CB 
45 LEU CG 
45 LEU GDI 
45 LEU GD2 
45 LEU C 



PCTAJS96A17512 

TABLE TV 



-36.93 


-29.90 


76 .01 


15.00 


i-3^v.84: 


-3i.l3 


75.91 


15 .00 


-37.59 


-31.87 


74.60 


15.00 


-37106 


-33.28 


74.85 


15 . 00 


-36.36 


■ -33.87 


73.66 


15.00 


-36.82 


-29.76 


78.51 


15.00 


-37 .69 


-30.36 


79.16 


15 00 

X W .WW 


-35.55 


-29.66 


78.92 


is on 


^35.08 


-30.37 


80 .10 


15 00 

X W .WW 


-33.60 ; 


: -3Q;7l 


79.95 


*Jt WW. 


-33.12 


' ■ L 31 . 74 . 


80 . 95 


15 00 


H3:i:.:6j5- 


-32; 10 


80.76 


15.00 


-31.18 


>.'f3:3^5p2" 


81.87 


15,00 


-31.86 


-34.35 


81.80 


15 00 

—* . W W 


-35.32 


-29.68 


81.45 


15 oo 


-35.76 


?30,32 


82.40 


15 00 


-35.04 . 


-28.38 


81 . 51 


15.00 


-35.19 


-27.62 ■ 


82.75 


15 An 

' X J. .WW 


-34.00 


-26.66 


82 95 


15 OO 

lw • WW 


-34.10 


-25; 58 


82. 01 


15 00 

X J- • W:W . 


-32 168 ■ 


-27.39 ' 


82 .71 


15 00 


-36.46 


-26.78 


82 .86 


15 00 

x«j . w w 


-36.86 


-26.41 


83.96 


15 00 

w .WW 


-37.04 


-26.42 


81.73 


15 .00 


-38.24 


-25.60 


81.75 


15 00 

X*J . w w 


-37.95 


-24,12 


81.59 


15 oo 

x«j . w w 


-38.88 


-23.31 ', 


81. 62 


15.00 


-36.67 


-23.75 


81.48 


15 .00 


-36.28 


-22.35 


81 . 31 


15 00 

X *J . : W W 


-35.14 


-21.96 


82.26 


15 ho 

. X J * WW 


-35.58 


-21.64 


83 . 67 


15 00 

X J .WW 


-35.80 


-22.90 


84.47 


15 00 

• *J • WW 


-34.48 


-23.49 


84.91 


15 00 

A J . WW 


-33.81 ; . 


-22.59 


85.90 


15 00 

.x*j . w w 


-35.82 


-22 .07 


79.87 


15 00 

• WW 


-35;33 ■ 


-22.95 


79.19 


15 00 

1J « WW 


•35.97 


-20.82 


79 44 


1 5 OO 

X«? • WW 


•35.56 


-20.40 


78.11 


15.00 


•36.79 


-20 .00 


77.26 


15. 00 


•36.54 


-19.61 


75.80 


15.00 


■36.32 


-20.88 


74.98 


15.00 


37; 71 


-18.81 


75.22 


15 . 00 


34.65 


-19.18 


78.26 


15. 00 
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' TABLE IV 

45 LEU-Q -35,09 -18.11 78.69 15.00 

46 -33.36 -19.38 78.00 15.00 
4fLEUCA -32.41 -18.30 78.06 15.00 
46 : LEU ;CB .31.64 -18.25 79.40 15.00 
46^LEU;C<r -30.80 -19.34 80.08 15.00 
46 ^ GDI ^31.61 .20.01 81.15 15. 00 
46 ISO CD2 -30.27 -20.35 79.09 15.00 
46LEUJC;; -31.46 -18.38 76.86 15.00 



15.00 
15.00 
15.00 
15.00 
15.00 



46 LEO O -31.39 -19.40 76.17 15.00 

47 ASN N -30. 79 -17. 27 76.59 
47 ASN CA -29.86 -17 . 18 75.47 
47 ASN CB -29.74 -15.73 75.04 
47 ASNCG -31.07 -15.14 74.66 
47 ASN QDl -31.74 -15.64 73.75 
47 ASN ND2 -31.50 -14.13 75.39 15.00 

47 ASN C -28.51 -17,75 75.81 15.00 
47^:0 -27.91 -17 . 37 76.81 15 . 00 

: 46 l^m ;-28,07 -18.74 75.05 15.00 

48 LEO CA -2(5.77 -19.34 75.27 15.00 
48 LEU GB: -26.81 -20,84 74.95 15.00 
48 LEU CG -27.74 -21.60 75.90 15.00 
48 LEU GDI -27.67 -23.09 75.67 15.00 
48 LEU CD2 -27.37 -21.30 77.33 15.00 
48 LEU C -25.77 -18.57 74.42 15.00 

48 LEU O -26.17 -17.88 73.47 15.00 

49 SER N -24.50 -18.67 74.76 15.00 
49 SER CA -23.45 -17.92 74.09 15.00 
49 SER GB -22.32 -17.62 75.08 15.00 
49 SER OG -21.28 -16.87 74.48 15.00 
49 SER G +22.83 -18.44 72.80 15,00 

49 SER O —22.08 -19.40 72.82 15.00 

50 PRO N -23, 10 -17.78 71.67 15.00 
50 PRO CD -24,13 -16.75 71.42 15.00 
50 PRO CA -22.50 -18.23 70.41 15 00 
50 PROGB -23.27 -17.43 69.35 15.00 
50 «tO CG -24.58 -17.10 70.04 15.00 
50 PR0 C -21-01 -17.85 70.42 15.00 

50 PRO O -20.16 -18.58 69.92 15.00 

51 GLNN -20.70 -16.70 71.03 15.00 
51GLNGA -19,34 -16.20 71.12 15.00 
51GLNCB -19.32 -14.84 71.83 15.00 
51 GLN GG -18 .00 -14 .10 71.73 15 . 00 
51GLNCD -17.72 -13.59 70.34 15.00 



TABLE IV 



51 GLN 0E1 
51 GLN NE2 
51 GEN C 

51 GLN O 
5 2 ASN N 

52 ASN CA ■ 
52 ASN GB 
52 ASN GG 
52 ASN ]cm 
52 ASN ND2 

' 52 ASN G V- 

52 ASN O 

53 LEU N 
53 LEU CA 
53 LEU CB 
53 LEU CG 
53 LEU CD1 
53 LEU CD2 
53 LEU C 

53 LEU O 

54 VAL N 
54 VAL CA 
54 VAL CB 
54 VAL CGI 
54 VAL CG2 
54 VAL C 

54 VAL O 

55 ASP N 
55 ASP GA 
55 ASP CB 
55 ASP CG 
55 ASP OD1 
55 ASP OD2 
55 ASP C 

55 ASP O 

56 CYS N 
56 CYS CA 
56 CYS C 
56 CYS O 
56 CYS CB 

56 CYS SG 

57 VAL N 
57 VAL CA 



-18.55 
-16.55 
-18.45 
-17.28 
-.19.01 
-18.28 
"'. -19 .24 
-18.54 
-19.19 
rl7:.24 
-17.74 
-16.55 
- : : -i&.:60- 
-18.22 
-19.47 
-20.37 
-20.05 
-21.83 
-17L18 
-16.17 
-17.44 
-16.55 
-17.03 
-15.96 
. -18; 28 ' 
-15.10 
-14.19 
-14,90 
-13.56 
-13.56 
-14.04 
-14.02 
-14.43 
-12.93 
-11.72 
-13.76 
-13.26 
-13.18 
-12.34 
-14.03 
-14.05 
-14.03 
-14.00 



-12 .90 

-13.90 

-17.21 

-17.39 

-17 . 87 

-18 . 88 

-19.57 

-20.47 

-20.95 

-20.70 

-19 .88 

-20.22 

-20.31 

-21.26 

-21.70 

-22 . 81 

-23.13 

-22.41 

-20.69 

-21.33 

-19.48 

-18.82 

-17.36 

-16.58 

-17.40 

-18.79 

-19.17 

-18.37 

-18.26 

-17.25 

-15.87 

-15.54 

-15.10 

-19.55 

-19 .70 

-20.47 

-21.69 

-23 . 02 

-23 . 86 

-21.89 

-20.41 

-23.22 

-24.47 



69.73 

69.82 

71.86 

71 . 50 

72.87 

73.62 

74.60 

75. 63 

76.57 

75.48 

72.59 

72 .60 

71.68 

70 .64 

69.86 

70.42 

71.87 

70.22 

69.68 

69. 40 

69.18 

68.23 

67.92 

67.19 

67.05 

68.72 

67.98 

69.96 

70,51 

71.67 

71.27 

70. 06 

72.18 

71.04 

71,00 

71.50 

72.14 

71.37 

71.72 

73.45 

74,53 

70.37 

69.62 



15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15. 00 

IS, 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



TABLE TV 

57 VAL CB -15.34 -24.76 68.86 15.00 
57 VAL CGI -15. 38 -26. 20 68.38 15. 00 
57 VAL CG2 -16.52 -24.51 69.77 15.00 
57 VAL C -12.80 -24.45 68.66 15 00 

57 VAL O -12.85-23,83 67.60 15.00 
5 8 SER N -11.72 -25.10 69.08 15.00 

58 SER CA -10.48 -25.16 68.32 15.00 

15.00 
15. 00 
15.00 
15. 00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 



58 SER CB -9.34 -25.68 69.21 

58 SER OG -9,70 -26.91 69.82 

58 SER C -10. 53 -25.97 67 .03 

58 SER O -9.67 -25.81 66.17 

59 GLU N -11.49 426:88 66.92 
59 GLU CA -11.62 -27.68 65.70 
59 GLU CB -12.33 -29.00 65.99 
59 GLU CG -11.57 -29.96 66.92 
5 ^ GLU CD -11.66 -29.59 68.40 
59 GLU OE1 -10.69 -29.88 69.12 
59 GLU OE2 -12.69 -29.03 68*85 15.04 

15.00 
15.00 



59 GLU C -12.37 -26.89 64.62 

59 GLU O -12.48 -27.34 63.49 

60 ASN N -12.91 -25.73 64.98 15.00 
60 ASN CA -13.65 -24.87 64.06 15.00 
60 ASN CB -14.99 -24 .44 64.66 15 00 
60 ASN CG -16.08 -25.51 64.51 15.00 
60 ASN OD1 -17.16 -25.38 65.08 15.00 
60ASNND2 -15.79 -26.55 63.74 15.00 
60 ASN C -12.81 -23.65 63.73 15.00 

60 ASN O -11.76 -23.44 64.35 15,00 

61 ASP N -13.28 -22,85 62.78 15.00 
61 ASP CA -12.53 -21.67 62.38 15.00 
61 ASP CB -12.22 -21.74 60.88 15.00 
61 ASP CG -11. 54 -23 ,04 60.50 15 . 00 
61 ASP OD1 -12.02 -23 . 72 59. 56 15 . 00 
61 ASP OD2 -10.54 -23.41 61.16 15,00 
61 ASP C -13.13-20.31 62.74 15.00 

61 ASP O -12.89 -19.32 62.04 15.00 

62 GLY N -13.88 : -20 ,27 63 . 83 
62 GLY CA -14.48 -19.03 64.30 
62 GLY C -15.34 -18.30 63.30 



62 GLY O -16.37-18.81 62.87 

63 CYS N -14.96 -17,07 62.96 
63 CYS CA -15.71 -16.28 61.99 
63 CYS C -15.49 -16.79 60.56 



15.00 
15 . 00 
15. 00 
15.00 



15.00 



in 



TABLE IV 



63 CYS 0: 
63 CYS CB 

63 CYS SG 

64 GLY N 
64 GLY CA 
64 GLY C 

64 GLY O 

65 GLY N 
65 GLY CA 
65 GLY C 

65 GLY O 

66 GLY N 
66 GLY CA 
66 GLY C 

66 GLY O 

67 TYR N 
67 TYR CA 
67 TYR CB 
67 TYR CG 
67 TYR CD1 
67 TYR CEl 
67 TYR CD2 
67 TYR CE2 
67 TYR CZ 
67 TYR OH 
67 TYR C 

67 TYR O 
6 8 MET N 

68 MET CA 
68 MET CB 
68 MET CG 
68 MET SD 
68 MET CE 
68 MET C 

68 MET O 

69 TOR N 
69 TOR CA 
69 TOR CB 
69 TOR 0G1 
69 TOR CG2 
69 TOR C 

69 TOR O 

70 ASN N 



-16.19 
-15.37 
-16 .14 
-14.55 
-14.27 
-15.11 
-14.95 
-15 .94 
-16.78 
-16.54 
-15.54 
-17.44 
-17.29 
-18.41 
-19.25 
-18.41 
^19.42 
-18.78 
-18.30 
-19.02 
-18.62 
-17 . 15 
-16.74 
-17.48 
-17.12 
-20.12 
-19 .48 
-21.43 
-22.22 
-23.72 
-24.26 
-24.05 
-25.42 
-21.84 
-21.89 
-21.48 
-21.08 
•20.80 
20.08 
•22.12 
•19. 82 
-19.67 
18. 94 



-16.39 

-14.79 

-13.94 

-17 . 71 

-18.27 

-19.50 

-20.10 

-19 .92 

-21.08 

-22.20 

-22.20 

-23.18 

-24.31 

-25.32 

-25.19 

-26.34 

-27.39 

-28.74 

-28.84 

-29.55 

-29.59 

-28 .16 

-28.19 

-28 .90 

-28.88 

-27 .46 

-27.31 

-27.73 

-27.81 

-27.83 

-26.60 

-26.62 

-27.66 

-29.02 

-28.95 

-30.12 

-31.33 

-32.51 

-32 . 02 

-33.15 

-31.05 

-31 . 55 

-30.21 



59.63 

62.10 

63.53 

60.41 

59.10 

58.79 

57.73 

59.74 

59.52 

60.51 

61.24 

60.52 

61.41 

61.27 

60.37 

62.13 

62 .15 

61.83 

60.41 

59.47 

58.13 

60.00 

58.67 

57 .74 

56 ,42 

63.51 

64.54 

63.50 

64 .73 

64.41 

63.63 

61,79 

61.31 

65,61 

66 .84 

64.98 

65.70 

64.73 

63 .58 

64.27 

66.53 

67.66 

65.99 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15,00 
15.00 
15.00 
. 15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15. 00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
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70 ASN CA 
70 ASN CB 
70 ASN CG 
70 ASN ODl 
7 0 ASN ND2 
70 ASN C 

70 ASN O 

71 ALA N 

71 ALA CA 
71 ALA CB 
71 ALA C 

71 ALA 0 

72 PHE N 
72 PHE CA 
72 PHE CB 
72 PHE CG 
72 PHE CD1 
72 PHE CD2 
72 PHE CE1 
72 PHE CE2 
72 PHE CZ 
72 PHE C 

72 PHE 0 

73 GLN N 
73 GLN CA 
73 GLN CB 
73 GLN CG 
73 GLN CD 
73 GLN OEl 
73 GLN NE2 
73 GLN C 

73 GLN O 

74 TYR N 
74 TYR CA 
74 TYR CB 
74 TYR CG 
74 TYR CD1 
74 TYR CE1 
74 TYR CD2 
74 TYR CE2 
74 TYR CZ 
74 TYR OH 
74 TYR C 
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-17.72 


-29.85 


66 


.69 


15.00 


-16.76 


-29.07 


65 


.79 


15.00 


-15 .8? 


-29,97 


64 


.95 


15 .00 


-15.35 


-29.56 


63. 


.93 


15,00 


-15,72 


; -31 .21 


65. 


39 


15.00 




-29,02 


67. 


91 


15.00 




-29;.25 


69, 


00 


15.00 



-19.02 ^28.09 67.71 15.00 
-19.50 -27.22 68.77 15.00 
-20,49-26.20 68.21 15.00 
-20, 14 -28 . 02 69.90 15.00 
-19.88 -27.76 71,07 15.00 

: -20.90 -29.05 ■ 69. 55 . 15.00 

-21.56 -29.89 70.55 ISvOO 

-22.55 -30.86 69.89 15.00 

^23.72 -30.18 69.24 15.00 

~ 24 -3d -29^65 -. ■ 69.82 ' 15. 00 , 

-24.23-30.65 68.04 15.00 

-25.38 -28.41 69.21 15.00 

-25.31 -30.01 • 67.42 15.00 

-25.89 -28.89 68.01 15.00 

-20.53 -30.68 71.37 15.00 

-20. 66 -30.76 72.60 15 .00 

-19.55 -31.27 70.69 15.00 

71,34 15.00 

70.34 15 .00 

69.51 15.00 

68.79 15.00 

67,62 15.00 

69.49 15.00 
72,30 15.00 
73.38 15.00 
71.92 15.00 
72.75 15.00 
72.08 15.00 
73.03 15.00 
73.58 15,00 

74.50 15.00 
73.42 15.00 
74.34 15. 00 
74.88 15.00 
75.78 15.00 
74.06 15,00 



lit 



-18.50 -32.05 

-17.52 -32.66 

-18.09 -33.80 

-17 . 03 -34 . 63 ' . 
-17.20-35.01 

-15,95 -34,94 
-17.75-31.16 

-17.35 -31. 61 

-17,55 -29.89 

-16.84 -28.94 

-16.75 -27.57 

-16.46 -26.43 

-15.18 -26.26 

14.91 -25.23 

•17.46 -25 .54 

17.21 -24.51 

15.93 -24.36 

15,69 -23.36 

17.58 -28.81 
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74 m o 

75 VAL N 
75 VAL GA 
75 VAL CB 
75 VAL CGI 
75 VAL CG2 
75 VAL C 

75 VAL O 
7 6 GiiN N 

76 GHEJ»I CB 
7 6 GLN CX3 
76 GiLN GD 
76 G3$N QEi 

•'•76 : ':G^^ : ljK^ 

- "• 

76 GLN O 

77 LYS N 
77 LYS M 
77 LYS <b 
77 LYS CG 
77 I^S CD 
77 LYS GE 
77 LYS NZ 
77 LYS C 

77 LYS O 

78 ASN N 
78 ASN CA 
78 ASN CB 
7 8 ASN CG 
78 ASN 6bl 
7 8 ASN ND2 

78 ASN C 
7 8 ASN O 
7 9 ARG N 

79 ARG CA / 
79 ARG CB 
79 ARG CG 
79 ARG CD 
79 ARG NE 
79 ARG CZ 
79 ARG NH1 
79 ARG NH2 



TABLE IV 



-17.02 


-29.09 


75.12 


15.00 


-18.84 


-28.39 


73.99 


15 00 


-19; 67 


-20.21 ; 


75 .17 


15 00 


r21.14 


-27;89 


74.77 


15 00 

A -J • WW 


-22.00 


-.27.77 


76.01 


15 on 

XJ . w w 


-21.20 


r26.;59 


73.96 


15 on 

- X«J . WW 


-lSfv61 


-29.43 


76. 09 


is on 

X»# • WW 


: -19455 


-29V27 . 


77.31 


15 00 

.fcW . WW 


-19,56 


-30.^3 


75.51 


15.00 


-19.48 


-31.85 


76 .29 


15 on 

Xw . V w 


-19.68 


-33.09 


75 42 


15 nn 


-19; 53 


-34^39 


76.19 


1 5 nn 

ly . Uw 


-19 . 73 


-35-63 


75.35 


15 on 

X ■mJ « W W 


>19.39 


-35.66 


74,17 


i 5 nn 


"20 ,27 


• ;r - : 36 :: .;67'. • 




i 5 nn 

xO • UU 


-18.15 


•4r3i.96 . 


77.03 


15 on 

X W « W 


-18.14 


-32.20 


78.23 


15 00 

X .J ■ W W 


-17.05 


• ^3ii;8i ; 


76 30 


15 nn 
X 3 . uu 


-15.70 


-31190 


76 87 


i 5 nn 
xo . uu. 


/- : l4v : 63.'. . 


-31,71 


75 7Q 


15 nn 
xo • uu 


• •-14^:73:;' • 


:---32: : ;:'63 ; ' 


74 61 

t-Tm-m wX • 


• uu 


-14.44 


-34;07 


74.97 


15 on 

X -J . W W 


-14; 49 


;:-34:;96 ; :.. 


73 .73 


15 on 

X -J . WW 


-13.56: 


-34; 52 


72 . 63 


15 nn 


r-15.51 


-30.80 


77 .93 


15 00 

X-J . ww 


-15. 07 


^31.65 


79 . 04 


15 on 

X J a WW 


-15.87 


-29 .58 


77 55 


15 on 


-15.78 


-28^42 


78 42 


1 5 o n 

1J< uu 


; -16.11 


-27,17 


77 61 


15 nn 

x j • UU 


-15 .75 


-25.90 


78 33 


15 nn 


-14.65 


^25.77 


78 86 


i 5 nn 

x J .-UU 


rl6.66 


-24^93 . 


78 33 


15 nn 

X J . uu 


-16.76 


-2B;55 '. 


79 6i 

.- #. J . W X 


15 nn 

X J • uu 


-16:66 


-27.82 


80 59 


i 5 nn 

x J • UU 


-17.70 


-29,48 


79 47 


15 nn 

X«> . u u 


-18.73 


-29,76 


80 46 


15 nn 

x j . UU 


-18. ll 


-30 .22 


PI 77 

■OX. / / 


1 c: nn 


-17.42 


^31.56 


81.70 


15.00 


-16.95 


-31.93 


83.08 


15.00 


-16.17 


-33.15 


83.11 


15.00 


-14.86 


-33.22 


82.89 


15.00 


-14.17 


-32.13 


82.58 


15.00 


-14.21 


-34.37 


83.07 


15.00 
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TABLE IV 



79 ARGC -19.66 -28.58 80.71 

79 ARG O -20.27 -28.49 81.78 

80 GLY N -19.79 -27.70 79.72 
80 GLY CA -20.65 -26.55 79,87 
80 GLY; c -20. 48 -25. 48 78 .81 

80 GLY O -19.54 -25. 52 78. 01 

81 ILE N -21.41 -24.53 78.80 
81 ILE CA ; -21,40 -23.40 77.88 
81 ILE CB -22.23 -23.68 76.58 
81 ILE CG2 -23.68 -24.05 76.93 
81 ILE CGI -22.19 -22.46 75.64 
81 ILE CD1 -22.89 -22.66 74.31 
81 ILE C -21.99 -22.20 78. 62 

81 ILE O -22 r 91 -22 .35 79.43 

82 ASP N -21.44 -21. 02 78.37 
82 ASP CA : -21.91 -19.81 79.01 
82 ASP CB -20 .85 -18 .71 78. 94 
82 ASP CG -19.73 -18.92 79.95 
82 ASP OD1 -18.66 -18.32 79.78 
82 ASP OD2 -19.93 -19.69 80.91 15.00 

15.00 
15.00 
15.00 
15.00 



15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



82 ASP C -23 .21 ■ -19.25 ' 78.45 ■ 

82 ASP 0 -23.63 -19.58 77.33 

83 SER N -23.86 -18,43 79.26 
83 SER CA -25.09 -17.78 78.85 
83 SER CB -25.92 -17.36 80.08 15.00 

15.00 
15.00 
15.00 
15 . 00 
15.00 



83 SER OG: -25.25 -16.3 8 80 . 86 
83 SER C -24.65 -16. 55 78. 06 

83 SER O -23>50 -16; 10 78.17 

84 GLU N -25.56 -16.01 77.26 
84 GLU CA -25.27 -14.83 76.47 
84 GLU CB -26.53 -14.40 75.70 15.00 

15.00 
15.00 
15.00 



84 GLU CG -26.39 -13.10 74.93 

84 GLU CD -25.30 -13.12 73.85 

84 GLU OE1 -24.76 -12.04 73.52 

84 GLU OE2 -24.98 -14.22 73.33 15.00 

84 GLU C -24.77 -13.70 77.38 15.00 

84 GLU o -23.77 -13.09 77.06 15.00 
.85 ASP N -25.44 -13.47 78.51 15.00 

85 ASP CA -25.05 -12.41 79.46 15.00 
85 ASP CB -26.03 -12.35 80.65 15.00 
85 ASP CG -27 .20 -11.39 80.42 15.00 
85 ASP OD1 -27.86 -11.50 79.37 15.00 
85 ASP OD2 -27.47 -10.53 81.29 15.00 



TABLE IV 



85 ASP C 

85 ASP 0 

86 ALA N 
86 ALA CA 
86 ALA CB 
86 ALA C 

86 ALA O 

87 TYR N 
87 TYR CA 
87 TYR CB 
87 TYR CG 
87 TYR CD1 
87 TYR CE1 
87 TYR CD2 
87 TYR CE2 
87 TYR CZ 
87 TYR OH 
87 TYR C 

87 TYR O 

88 PRO N 
88 PRO CD 
88 PRO CA 
88 PRO CB 
88 PRO CG 
88 PRO G 

88 PRO O 

89 TYR N 
89 TYR CA 
89 TYR CB 
89 TYR CG 
89 TYR CD1 
89 TYR CE1 
89 TYR CD2 
89 TYR CE2 
89 TYR CZ 
89 TYR OH 
89 TYR C 

89 TYR O 

90 VAL N 
90 VAL CA 
90 VAL CB 
90 VAL CGI 
90 VAL CG2 



-23 62 

-22.89 

-23.23 

-21; 91 

-21.95 

-20.79 

-19.61 

-21.16 

-20.18 

-19.75 

-18.36 

-17.82 

-16.55 

-17.60 

-16.34 

-15.82 

-14,59 

-20.90 

-21.25 

-21.09 

-20.58 

-21.77 

-21.83 

-20.62 

-21.13 

-19 .92 

-21.98 

-21.56 

-22.77 

-22.41 

-21.67 

-21.30 

-22.78 

-22.41 

-21.68 

-21.29 

-20.91 

"21.45 

-19.73 

-19.01 

-17.59 

-17 . 71 

-16.69 



-12.54 
-11.55 
-13.77 
-14.09 
-15.45 
-14.09 
-14,21 
-13.98 
-13.99 
-15.44 
-15.67 
^14.83 
-15.09 
-16.76 
-17.03 
-16.19 
-16.49 
-13.42 
-14.15 
-12.09 
-11.10 
-11.42 
-9.97 
-9.82 
-11.58 
-11.77 
-11.45 
-11.59 
-11,93 
-12.26 
-13.41 
-13.71 
-11.43 
-11.72 
-12.87 
-13.15 
-10.31 
-9.21 
-10.45 
-9.31 
-9.14 
-8.96 
-10.31 



79.98 

80.07 

80.27 

80.78 

81.49 

79.71 

80.04 

78.44 

77.36 

77.09 

76.52 

75.54 

74.99 

76.94 

76.40 

75.42 

74.88 

76.14 

75.22 

76.11 

77 . 08 

75.00 

75.47 

76.28 

73.62 

73.47 

72.61 

71.22 

70.35 

68.92 

68.62 

67.32 

67.87 

66.56 

66.30 

65.01 

70.72 

70,89 

70.13 

69.58 

70.23 

71.73 

69.89 



15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15,00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE IV 



90 VAL C 

90 VAL O 

91 GLY N 
91 GLY CA 
91 GLY C 

91 GLY O 
9 2 GEN N 

92 GLN CA 
92 GLN CB 
92 GLN CG 
92 GLN CD 
92 GLN OE1 
92 GLN NE2 
92 GLN C 

92 GLN O 

93 GLU N 
93 GLU CA 
93 GLU CB 
93 GLU CG 
93 GLU CD 
93 GLU OE1 
93 GLU OE2 
93 GLU C 

93 GLU O 

94 GLU N 
94 GLU CA 
94 GLU CB 
94 GLU CG 
94 GLU CD 
9 4 GLU OE1 
94 GLU OE2 
94 GLU C 

94 GLU O 

95 SER N 
95 SER CA 
95 SER CB 
95 SER OG 
95 SER C 

95 SER O 

96 CYS N 
96 CYS CA 
96 CYS C 
96 CYS O 



-18.88 
-18.50 
-19.17 
-19.08 
-17.67 
-17.44 
-16.71 
-15.31 
-14.73 
-13.35 
-12.71 
-12.20 
-12.73 
-14.60 
-15.02 
-13.54 
-12.77 
-11.86 
-12.59 
-11.65 
-10.57 
-12.02 
-11.92 
-11.31 
-11 .90 
-11.15 
-12.03 
-12.71 
-13.30 
-13.81 
-13.27 
-10.70 
-11.13 
-9.82 
-9.32 
-8.13 
-8.46 
-10.40 
-11.26 
-10.31 
-11.30 
-11.28 
-10.25 • 



-9.45 
-8.50 
-10.63 
-10.82 
-10.74 

-10,33 

-11.14 
-11.12 
-9.72 
-9.49 
-8.19 
-7.44 
-7.92 
-12.19 
-12.50 
-12.78 
-13.82 
-14 ,56 
-15.03 
-15.50 
-14.88 
-16.49 
-13.20 
-12.14 
-13 .84 
-13.38 
-12.49 
-11.36 
-10.28 
-10.60 
-9.10 
-14.63 
-15.74 
-14.46 
-15.60 
-15.19 
-14.11 
-16.21 
-15.51 
-17.52 
-18.20 
-17.68 
-17.71 



68. 06 

67.38 

67.53 

66.09 

65.55 

64.40 

66.37 

66.00 

66.26 

65. 65 

66.08 

65.24 

67.39 

66.82 

67.94 

66.26 

66.94 

65.94 

64.68 

63.57 

63.36 

62 .88 

68.04 

67.84 

69.20 

70.36 

71.25 

70.48 

71.35 

72.43 

70.94 

71.11 

70.77 

72.10 

72.86 

73.73 

74,58 

73 .74 

.74.26 

73 . 95 

74.78 

76 .21 

76.89 



15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15-00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

is .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 
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TABLE IV 

74.74 15.00 

75.65 15.00 

76.66 15.00 
77.99 15.00 
77.90 15.00 
79.15 15.00 
79.36 15.00 

80.61 15.00 

78.62 15.00 
79.08 15.00 
78.57 15.00 
79.14 15.00 
78.86 15 . 00 

79 . 65 15.00 
79.44 15.00 
80.14 15.00 
80,59 15.00 

81.29 15.00 
81.06 15.00 
81.71 15.00 

80.66 15.00 
81.36 15.00 
81.13 15.00 

82.56 15.00 
82.81 15.00 

84.30 15.00 
85,12 15.00 
84.65 15.00 
83.16 15.00 
82 ;93 15 . 00 
83.98 15 . 00 
84.42 15.00 
84.63 15.00 

85.57 15.00 
84.89 15.00 
85.40 15.00 
85.40 15.00 
86.04 15.00 
86.84 15.00 
87.95 15.00 
87.37 15.00 
88.79 15.00 
86.08 15.00 



96 CYS CB 


-11.10 


-19.72 


96 CYS SG 


-12.37 


-20.66 


97 MET N 


-12.43 


-17.18 


97 MET CA 


-12.57 


-16.63 


97 MET GB 


-12.71 


-15.10 


97 MET GG 


-12.32 


-14.33 


97 MET SD 


-10.53 


-14.18 


97 MET CE 


-10.23 


-15.44 


97 MET C 


-13.83 


-17,23 


97 MET 0 


-14.71 


-16.50 


98 TYR N 


-13.95 


-18.55 


98 TYR CA 


-15.11 


-19.23 


98 TYR CB 


-15.04 


-20.74 


98 TYR CG 


-16.04 


-21.57 


98 TYR GDI 


-17.41 


-21.44 


98 TYR GE1 


-18.32 


-22.23 


98 TYR CD2 


-15.60 


-22.52 


98 TYR CE2 


-16.51 


-23.31 


98 TYR CZ 


-17. 87 


-23.16 


98 TYR OH 


-18.78 


-23.95 


98 TYR C 


-15.16 


-19.00 


98 TYR 0 


-14.22 


-19.33 


99 ASM N 


-16.23 


-18.37 


99 ASN CA 


-16.39 


-18.12 


99 ASN CB 


-17.13 


-16.81 


99 ASN CG 


-17.36 


-16.54 


99 ASN OD1 


-17.39 


-17.46 


99 ASN ND2 


-17.54 


-15.27 


99 ASN C 


-17.18 


-19.27 


99 ASN O 


-18.38 


-19.39 


100 PRO N 


-16.53 


-20.09 


100 PRO CD 


-15.13 


-19.95 


100 PRO CA 


-17.17 


-21.24 


100 PRO CB 


-16.08 


-21.75 


100 PRO CG 


-14.80 


-21.33 


100 PRO C 


-18.43 


-20.86 


100 PRO O 


-19.41 


-21.59 


101 THR N 


-18.41 


-19.69 


101 THR CA 


-19.54 


-19.24 


101 THR CB 


-19.09 


-18.26 


101 THR OG1 


-18.60 


-17.04 


101 THR CG2 


tl7.99 


-18.90 


101 THR C 


-20.73 


-18.68 



table tv 



101 THR 0 


-21.79 


' : -18, 43 


102 GLY N 


-20.57 


-18.48 


102 GLY CA 


-21.68 


-17.98 


102 GLY C 


-22.30 


-19.14 


102 GLY 0 


. -23,13; 


-18.94 


103 LYS N 


-21.88 


-20.35 


103 LYS CA 


: -22.36 




103 LYS CB 


-21.73 


-22 .79 


103 LYS CG 


-22.11 


-24.13 


103 LYS CD 


-21;50 


4-25.25 


103 LYS CE 


-21.82 


-25X07 


103 LYS N2 


-21.22 


-26.16 


103 LYS C 


-23.89 


-21; 67 


103 LYS O 


-24.50 


-21.54 


104 ALA N 


-24.50 


' ^21v8? 


104 ALA CA 


-25.95 


^21.97 


104 ALA CB 


-26.48 


-20.90 


104 ALA C 


-26.45 


-23.35 


104 ALA 0 


-27.63 


-23 . 65 


105 ALA N 


-25.55 


-24.18 


105 ALA CA 


-25.91 


-25.53 


105 ALA CB 


-26.98 


-25.48 


105 ALA C 


-24.70 


-26.30 


105 ALA o 


-23.56 


-25.84 


106 LYS N 


-24,95 


-27.48 


106 LYS CA 


-23.93 


-28.36 


106 LYS CB 


-23.12 


-29.05 



106 LYS CG -23.87 -30.12 



106 


LYS CD 


-22 


.93 


-30.93 


106 LYS CE 


-23 


.66 


-31.74 


106 


LYS NZ 


-24 


.38 


-32.97 


106 


LYS C 


-24 


,70 


-29.41 


106 


LYS 0 


-25 


,89 


-29.23 


107 


CYS N 


-24 


.03 


730.47 


107 


CYS CA 


-24 


;67 


-31.55 


107 


CYS CB 


-24. 


■96 


-31; 18 


107 


CYS SG 


-23. 


.57 


-31.18 


107 


CYS C 


-23. 


.77 


-32.77 


107 


CYS 0 


-22. 


60 


-32.67 


108 


ARG N 


-24. 


35 


-33.94 


108 


ARG CA 


-23. 


62 


-35.19 


108 


ARG CB 


-24. 


30 


-36.10 


108 


ARG CG 


-24. 


56 


-35 .39 



86 , 66 15.00 

84.77 15.00 

83 .97 15.00 
83.21 15.00 
82.32 15.00 
83.54 15.00 
82.90 15.00 
83.58 15.00 

82.98 15.00 
83,81 15.00 
85 .28 15 .00 
86.10 15.00 
82.95 15 . 00 
84 . 00 15.00 
81.79 15.00 
81.72 15.00 

80 . 77 15.00 

81.32 15.00 
81.46 15.00 

80.78 15.00 
80.36 15.00 
79; 27 15.00 
79.86 15 . 00 
80.00 15.00 

79.33 15.00 
78.78 15.00 
79.90 15.00 
80.70 15.00 

81.56 15.00 
82.65 15.00 
82.21 15.00 
77.99 15.00 
77.73 15,00 

77.57 15.00 
76.85 15.00 
75.39 15.00 
74.26 15.00 
76.95 15.00 
77.31 15.00 
76.70 15.00 
76.78 15.00 
77.80 15.00 
79.13 15.00 



TABLE IV 



108 ARG CD 


-24.78 


.\^3*6 : .37 : ;* 


80,25 


15 .00 


108 ARG NE 


-26.08 


-37^03 


80.17 


is .00 


108 ARG CZ 


-26.31 


-38.29 


80.55 


15.00 


108 ARG NH1 


-25,34 


-39>05- 


81.03 


15.00 


108 ARG NH2 


-27.55: 


-3 8; 77 


80 - 48 


is .00 


108 ARG G 


-23.52 


-35.88 


75.42 


15. 00 


108 ARG 0 


-23 .75 


-37 .08: 


75.29 


15 . 00 


109 GLY N 


-23.15 


':• -35.11 


74.40 


15.00 


109 GLY CA 


-23.01 


-35.66 


73 . 07 


15.00 


109 GLY C 


-23.96 


-35. 04 


72.06 


15.00 


109 GLY O 


-24.53 


-33 .97 


72.30 


15.00 


110 TYR N 


-24.12 


: ;;:-35^1->: 


70.92 


15 . 00 


110 TYR CA 


-24.99 


:--3 : 5i.-26::. 


69.85 


15.00 


110 TYR CB 


-24.28 


. -34.21:: 


68.99 


15 . 00 


110 TYR CG 


-23.06 


-34^73 


68.24 


15.00 


110 TYR CD1 


■ -21.77 


-34.. 40 


68.67 


15.00 


110 TYR CEl 


-20.65 


-34.80 


67.94 


15. 00 


110 TYR CD2 


-23 .19 


-35.48 


67.08 


15.00 


110 TYR CE2 


-22.08 


-35:.89L 


66.35 


15; 00 


110 TYR CZ 


-20.81 


: -35.54 


66.79 


• 15 .00 


110 TYR OH 


-19.71 


-35.91 


66.03 


15.00 


110 TYR C 


-25.41 


-36.44 


68.98 


15.00 


110 TYR 0 


-24.81 


-37.52 


69.04 


15.00 


111 ARG N 


-26.39 


-36.20 


68.12 


15.00 


111 ARG CA 


-26.91 


-37.23 


67.23 


15.00 


111 ARG CB 


-28.22 


-37.78 


67.83 


15 . 00 


111 ARG CG 


-28.86 


-38.97 


67.11 , 


15.00 


111 ARG CD 


-29.48 


-38.54 


65,78 


15.00 


111 ARG NE 


-30.34 


-39.56 


65.17 


15 .00 


111 ARG CZ 


-31.14 


-39.34 


64.13 


15 .00 


111 ARG NH1 


-31.19 


-38.13 


63.58 


15. 00 


111 ARG NH2 


-31.92 


-40.30 


63,68 ■ 


15.00 


111 ARG C 


-27.13 


-36.60 


65.85 


15; 00 


111 ARG 0 


-27.70 


-35.51 


65.74 


15 . 00 


112 GLU N 


-26 . 67 


-37 .29 


64.81 


15.00 


112 GLO CA 


-26.82 


-36.82 


63.43 . 


15. 00 


112 GLU CB 


-25.52 


-37.09 


62.65 


15.00 


112 GLU CG 


-24.30 


-36.39 


63.23 


15.00 


112 GLU CD 


-23.02 


-36.62 


62.42 


15.00 


112 GLU OEl 


-22. 60 


-35.70 


■ 61. 69 


15.00 


112 GLU OE2 


-22.42 


-37.70 


62.55 


15.00 


112 GLU C 


-27.99 


-37.52 


62.76 


15.00 


112 GLU 0 


-28.31 


-38.67 


63.08 


15.00 



WO 97/16177 PCT/US96/17512 

TABLE IV 

113 ILE N -28, 66 -36.80 61.85 15.00 

113 ILE GA :-iS^79 : -37.35 6l.il 15.00 

113 ILE CB -30.77-36.21 60.69 15.00 

113 ILE CG2 -31.67 -36.67 59.56 15.00 

113 ILE CGI -31.62 -35.77 61.89 15.00 

113 ILE GDI -30:; 84 -35.23 63.06 15.00 

. 113 ILE C ^2S. 26 ^38; 07 59.87 15.00 

113 ILE 6 -28.26 -37. 65 59.27 15 .00 

114 PRO N -29.88 -39.21 59.49 15.00 
114 PRO CD -31.02 -39.93 60.09 15.00 
114 PRO CA -29.39 -39.90 58.30 15:00 
114 PRO CB -30.43 -41.00 58.08 15.00 

15.00 
15.00 



114 PRO CG -30.91 ; -41.30 59.46 
114 PRO C -29.36 -38.89 57.15 

114 PRO O -30.36 -38.22 56.87 15.00 

115 GLU N : -28.18 -38; 70 56. 57 15 . 00 

15.00 
15.00 
15.00 



115 GLU CA -27,97 -37.75 55.49 
115 GLU CB -26 .55 -37 .89 54.96 
115 GLU CG r26.25 -37.14 53.69 
115 GLU CD -24.98 -37.66 53.04 is. 00 

15.00 
15.00 



115 GLU OE1 -25.08 -38.38 52.01 

115 GLU OE2 -23.89 -37.37 53.58 

115 GLU C -28.99 -37.89 54.35 15.00 

115 GLU O -29.14 -38.97 53.79 15.00 

116 GLY N -29.66 -36.78 54.03 15.00 
116 GLY CA -30.66 -36.76 52.98 15.00 
116 GLY C -32^05 :-37. 27 53.37 15.00 

116 GLY O -33 i00 -37,16 52.59 15.00 

117 ASN N -32.17 -37.77 54.60 15.00 
117 ASN CA -33,43 -38.32 55 . 09 15.00 
117 ASN CB -33.14 -39.42 56.11 15.00 
117 ASN CG. -34.25-40:47 56.18 15.00 
il7 ASN OD1 -35.40 -40.19 55.83 15 .00 
117 ASN ND2 -33.91 -41.67 56.64 15.00 
117 ASN C -34.36 -37,28 55.72 15.00 

117 ASN O -34.34 -37.10 56.93 15.00 

118 GLU N -35.19 -36.64 54.89 15.00 
118 GLU CA -36.16 -35.64 55.36 15.00 
118 GLU CB -36.86 -34.94 54.19 15.00 
118 GLU CG -36.01 -33.88 53.50 15.00 
118 GLU CD -36.83 -32.98 52.60 15.00 
118 GLU OE1 -36,94 -33.27 51.39 15.00 
118 GLU OE2 -37.37 -31.97 53.11 15.00 



WO 97/16177 

118 GLU C 

118 GLU O 

119 LYS N 
119 LYS CA 
119 LYS CB 

; : '''119/"^;;^ 
119 LYS CD 
119 LYS CE 
119 LYS NZ 
119 LYS C 

119 LYS O 

120 ALA GA 
120 ALA CB 

120 ALA C 
12i0 ALA O 

121 L^ti • 
121 LEU CA 
121 LEU CB 
121 LEU CG 
121 LEU GDI 
121 LEU CD2 
121 LEU C 

121 LEU O 

122 LYS N 
122 LYS CA 
122 LYS GB 
122 LYS CG 
122 LYS CD 
122 LYS CE 
122 LYS NZ: 
122 LYS C 

122 LYS O 

123 ARG N 
123 ARG CA 
123 ARG CB 
123 ARG CG 
123 ARG CD 
12 3 ARG NE 
123 ARG CZ 
123 ARG NH1 
123 ARG NH2 
123 ARG C 



PCT/US96/17512 

TABLE TV 



-37.21 


-36,24 


56.30 


15 . 00 


-37.72 


-35.57 


57.19 


15.-. 00 


-37.53 


-37.52 


56.08 


15.00 


-38.47 


-38.23 


56.93 


15.00 


-38.64 


- -39.66 


56.41 


15.00 


-39.73 


-39 .83 


55.38 


15.00 


-39.53 


-41.10 


54.58 


15.00 


-38.51 


-40^88 


53.46 


15 . 00 


-38.97 


^39.83 


52,48 


15 .00 


-37; 91 


-38.29 


58.36 


15.00 


-38.58 


-37.89 


59.32 


15.00 


-36.70 


-38.81 


58. 51 


15.00 


-36.06 


-38.92 


59.81 


15.00 


-34.71 , 


-39.60 


59.68 


15.00 


-35.91 


-37.54 


60.41 


15.00 


-36.06 


-37.38 


61.61 


15. 00 


-35.63 


-36,55 


59.56 


15.00 


-35.48 


-35,17 


60 .05 


15. 00 


-35.11 


-34.21 


58.90 


15.00 


-34.87 


-32.75 


59,33 


15.00 



-33.74 -32.69 60.38 15.00 

-34.53 -31.88 58.12 15.00 

-36.78 -34.71 60.72 15.00 

-36.75 -34.17 61.83 15.00 

-37 . 91 -34 .94 60.05 15 . 00 

-39,23 -34.59 60.56 15.00 

-40; 31 -35.02 59.58 15.00 

-41,74 -34,91 60.12 15. 00 

-42 .72 -35.57 59.17 15.00 

-44.11 -35.67 59.76 15,00 

-45.10 -36.14 58.74 15.00 

-39 . 44 -35.32 61.88 15,00 

-39,88 -34.74 62.87 15.00 

-39.14 -36.61 61.86 15; 00 

-39.28 -37.46 63.03 15.00 

-38.80 ,-38.87 62,70 15.00 

-3 8 .84 -39 .87 63.86 15. 00 

-37.70 -40.88 63.77 15.00 

•37,37 -41,20 62.38 15.00 

36.78 -42.32 61.98 15.00 

36.45 -43.25 62.87 15,00 
36.53 -42.51 60.69 15.00 

38.46 -36.88 64.19 15.00 



WO 97/16177 

123 ARG O 

124 ALA N 
124 ALA CA 
124 ALA CB 
124 ALA C 

124 ALA 6 

125 VAL N 
125 VAL GA 
125 VAL CB 
125 VAL CGI 

l2S;M:qG2 

125 VAL C ■ 

125 VAL 6 

126 ALA N 
126 ALA CA 
126 ALA CB 

126 ALA C 
' 12 6 ALA O 

127 ARG N 
127 ARG CA 
127 ARG CB 
127 ARG CG 
127 ARG CD 
127 ARG NE 
127 ARG CZ 
127 ARG NH1 
127 ARG MH2 
127 ARG C 

127 ARG 0 

128 VAL N 
128 VAL CA 
128 VAL CB 
128 VAL CGI 
128 VAL CG2 
128 VAL C 

128 VAL 0 

129 GLY N 
129 GLY CA 
129 GLY C 

129 GLY O 

130 PRO N 
130 PRO CD 
130 PRO CA 



PCT/US96/17512 

TABLE IV 

-38.93 -36.84 65:32 15,00 
-37.25 -36.42 63.89 15.00 
-36,37 -35.84 64.90 15.00 
r34.98 -35.61 64.35 15.00 

-36.95 -34.53 65.45 15.00 

-37,02 -34.33 66.66 15.00 

-37.41 -33.66 64.57 15.00 

-37.99 -32.41 65.03 15.00 

-38.35 -31.48 63.87 15.00 

-38,98-30.19 64,39 15.00 

-37.09 -31.17 63, 06 15.00 

-39.23 -32.65 65.89 15. 00 

•-39.46 -31.94 66.87 15.00 

-40.01 -33.67 65.53 15.00 

-41.22 -34.03 66.25 15.00 

-42.03 -35.02 65.44 15.00 

-40.89 -34.61 67.62 15.00 

?H'*0 -34.14 68.64 15.00 

-40.03 -35.62 67.64 15.00 

-39,61 -36,29 68.86 15.00 

-38.83 -37.54 68.48 15.00 

-38.45 -38.44 69.64 15.00 

-39.63 -39.28 70:13 15.00 

^40.15 -40,18 69:10 15.00 

-41.18 -39.90 68.31 15.00 

-41 .59 -40 .78 67.41 15.00 

-41.81 -38.73 68.42 15.00 

-38.75 -35.47 69.83 15.00 

-39.05 -35.36 71.01 15.00 

-37.64 -34.94 69.31 15.00 

-36. 66 -34.21 70.11 15 . 00 

-35.23 -34.54 69.59 15.00 

-34.17 -33.72 70.32 15.00 

-34 -95 -36.02 69.74 15 .00 

-36,82 -32,70 70.26 15.00 

-36,73 -32.17 71.36 15.00 

-37,00 -32.01 69,14 15.00 

■37.16 -30.56 69.20 15.00 

•36.36-29.91 68.08 15.00 

•35.89 -30.62 67.18 15.00 

36.19 -28.57 68.11 15.00 

36,66 -27.66 69.17 15.00 

35.45 -27.83 67.09 15.00 



WO 97/16177 PCT/US96/17512 

TABLE IV 

130 PRO CB -35.23 -26.47 67.74 15.00 
130 PRO CG -36.51 -26.30 68.52 15.00 

130 PRO C -34.13 -28.52 66.74 15.00 

130 PRO O -33.37 -28.91 67.63 15.00 

131 VAL N -33.90 -28.72 65.45 15.00 
131 VAL CA -32.71 -29.40 64.97 15.00 
131 VAL CB -33.13 -30.65 64.15 15.00 
131 VAL CGI -31.93 -31.36 63.57 15.00 
131 VAL CG2 -33.92 -31.61 65.03 15.00 
131 VAL C -31.82 -28.49 64.13 15.00 

131 VAL O -32.32 -27.69 63.34 15.00 

132 SER N -30.51 -28.59 64.32 15.00 
• ■ "2 . SER CA ' -29 .56 : -27.79 ' 63 .55 ' ' ' 15,00 

132 SER CB -28.18 -27.83 64.22- 15.00 

132 SER OG -28.20 -27.34 65.55 15.00 

132 SER C -29.44 -2B.37 62.14 15.00 

132 SER O -29 .41 -29.59 61.96 15.00 

133 VAL N -29.39 -27.50 61.13 15.00 
133 VAL CA -29.25 -27.94 59.75 15.00 
133 VAL CB -30.63 -28.07 59.03 15.00 
133 VAL CGI -31.40 -29.29 59.53 15.00 
133 VAL CG2 -31.45 -26.80 59.20 15,00 
133 VAL C -28.37 -27.00 58.94 15.00 

133 VAL O -28.12 -25.87 59.34 15.00 

134 ALA N -27.86 -27.50 57 . 82 15.00 
134 ALA CA -27.03 -26.73 56.91 15.00 
134 ALA CB -25.65 -27.34 56.76 15.00 

: 134 ALA C -27.75 -26.73 55.57 15.00 

134 ALA O -28.29 -27.76 55.14 15.00 

135 ILE N -27.80 -25 .58 54,94 15.00 
135 fLE CA -28.49 -25.45 53.66 15.00 
135 ILE CB -29.82 -24.68 53.82 15.00 
135 ILE CG2 -30.80 -25.45 54.70 15.00 
135 ILE CGI -29.52 -23.28 54.38 15.00 
135 ILE CD1 -30.72 -22.40 54.52 15.00 
135 ILE C -27.64 -24.61 52.73 15.00 

135 ILE O -26.59 -24.09 53.13 15.00 

136 ASP N -28.09 -24.49 51.49 15.00 
136 ASP CA -27.42 -23.66 50.51 15.00 
136 ASP CB -27.50 -24.28 49.11 15.00 
136 ASP CG -27.02 -23.32 48.02 15.00 
136 ASP OD1 -27.46 -23.49 46.88 15.00 
136 ASP OD2 -26.22 -22.40 48.29 15.00 



WO 97/16177 

136 ASP C 

136 ASP O 

137 ALA N 
137 ALA CA 
137 ALA CB 
137 ALA C 

137 ALA O 

138 SER N 

138 SER CA 
: ' : 138 SER CB 
138 SER OG 
138 SER C 

138 SER O 

139 LEU N 
139 LED GA 
139 LEU CB 
139 LEU CG 
139 LEU CD1 
139 LEU CD2 
139 LEU C 

139 LEU O 

140 THR N 
140 THR CA 
140 THR CB 
140 THR OG1 
140 THR CG2 
140 THR C 

140 THR O 

141 SER N 
141 SER CA 
141 SER CB 

■ 141 SER OG 

141 SER C 
>$;.Y' : 141 SER O 

142 PHE N 
142 PHE CA 
142 PHE CB 
142 PHE CG 
14 2 PHE CD1 
142 PHE CD2 
142 PHE CE1 
142 PHE CE2 
142 PHE CZ 



PCT/US96/17512 

TABLE IV 

-28.19 -22.36 50.54 15.00 

-29.34 -22.29 50.10 15.00 

-27 .58 -21.33 ; 51.11 15 .00 

-28.19 -20.02 51.21 15.00 

-28.14 -19.54 52.65 15.00 

-27.47 -19.04 50.30 15.00 

-27.42 -17.85 50.60 15.00 

-26.94 -19.53 49.20 15.00 

-26.20 -18.66 48.30 15.00 

-25 .12 -19 . 44 : ; 47 ; 57 / 15 . 00 

-25.71 -20.45 46v78 15.00 

-27.06 -17.91 47,29 15.00 

-26.76 -16.77 46.94 15.00 

-28.12 -18.55 46.82 15.00 

-28.99 -17.95 45.82 15.00 

-30. 12 -18.91 45.46 15.00 '■. 

-29.76 -20.02 44.48 15.00 

-29.30 -19.40 43.18 15.00 

-28.67 -20 .89 45.03 15; 00 

-29.56 -16.58 46.18 15,00 

-29 .93 -16.32 47^33 15.00 

-29.63 -15.71 45.19 15.00 

-30.19 -14.37 45.38 15.00 

-30.06 -13.54 44.09 15.00 

-28.67 -13.30 43:82 15.00 

-30.80 -12.20 44.20 15.00 

-31.65 -14.43 45.86 15.00 

-32.09 -13.62 46,69 15.00 

-32.38 -15.45 45.40 15.00 

-33.77 -15.63 45.79 15.00 

-34.39 -16.77 44.99 15.00 

-33.78 -18.00 45.32 15.00 

-33.89 -15.89 47.29 15.00 

-34 .94 -15.63 47-90 15.00 

-32.82 -16.43 47.89 15.00 

•32.79 -16.70 49.33 15.00 

•31.71 -17.72 49.67 15.00 

•31.77 -18.20 51.08 15.00 

32.45 -19.38 51.39 15.00 

31.14 -17.49 52.10 15.00 

32.51 -19.85 52.70 15.00 

31.20 -17.95 53.41 15.00 

31.88 -19.14 53.72 15.00 



WO 97/16177 PCT/US96/175I2 

TABLE IV 

142 PHE C ±32.53 -15.40 50.08 15,00 

142 PHE O -33.22 -15.09 51.06 15.00 

143 GLN N -31.55 -14.64 49.60 15.00 
143 GLN CA -31.19 -13.38 50.22 15.00 
143 GLN CB -30.07 -12,72 ; 49.44 15.00 
143 GLN CG -29.68 -11.32 49.94 15 00 
143 GLN CD -28.36 -10.81 49.37 15.00 
143 GLN OE1 -28.05 -9.62 49.47 15.00 
143 GLN NE2 -27.56 -11.71 48:80 15.00 
143 GLN C -32 .38 -12 .43 50 . 33 15 .00 

143 GLN 0 -52.57 -11.75 51.35 15.00 

144 PHE N -33.22 -12.40 49.30 15.00 
. ■ 144 PHE CA ■ :.. -34.36 -11.50 49.31 15.00 

, 144 PHE CB ' ' -34.41 -10.73 ■ ' 47.98 ' 15.00 

, . 14 4 PHE CG . -33.22 . -9.85 47!t5 '.. 15.00 : 

■ 144 PHE GDI -33.13 -8v59 48! 35 15.00 

- 144 , PHE CD2 - -32.17 -10.27 46.94 15.00 

144 PHE CE1 -32.02 -7.77 48.15 15.00 
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.*f ' ■•: 


it • A A 

13. UU 


t-39.91 


-23 ^65 


'5QV- £^ 


i.C . A A 

1 3 . u.u 


-40.89 • 


. ^ J>. WW;' 


©u .04 


1 C -Art 


-40 .95 ; i 


-22. io 


61.34 


15.00 


-4^.29 


-24.02 


60 .43 


15.00 


-43.32 


-23.95 


61.55 


15.00 


-38.47 


-23.41 


60.08 


15.00 


-37.96 


-24.05 


61.00 


15.00 


-37.79 


-22.52 


59.36 


15.00 



. 18Q ILE CA 
180 ILE: CB 
180 I LE CG2 

; 180 ILE .CGI 
180 ILE CD1 
18 0 ILEJ C 

180 ILE 0 

181 lys :n 

. 181 LYS CA 
181 LYS CB 
181 LYS CG 
181 LYS CD 

' ;'. 181 LYS (EE 
181 LYS KZ 
181 LYS C 

181 LYS 0 

182 ASN N 
182 ASK CA 
182 ASN CB 
182 ASN CG 
182 ASN OD1 
182 ASN ND2 
182 ASN C 

182 ASN O 

183 SER N 
183 SER CA 
183 SER CB 

• 183 SER OG A 
183 SER C 

183 SER 6 V 

184 TRP N : 
184 TRP CA 
184 TRP CB ; 
184 TRP CG 
184 TRP CD2 

: 184 TRP CE2 
184 TRP CE3 
184 TRP CD1 
184 TRP NE1 

184 TRP C22 
184 TRP CZ3 
184 TRP CH2 
184 TRP C 



TABLE IV 

H.;-36:.40 ; . -22.23 59.61 15.00 

—35,58 -22 • 34 58.29 15.00 

-34,14 -21.97 58.52 15.00 

; f35.74 -23 .74 57.68 15.00 

-35.52, -24.88 58.66 15.00 

-36 .13 -20 .88 60 .25 15 . 00 

: \ : M0^B -19V85 59.84 . 15.00 

-35.24 -20.90 61.25 15.00 

-34 .84 -19.72 61.99 15. 00 

- 34 - 77 "20.06 63.48 15.00 

_34 - 66 -18.84 64.35 15.00 

-34.34 -19.17 65.79 15.00 

-34.16 -17.89 66.56 15.00 

? 33.69 -18.09 67^94 15.00 

-33.46 -19.27 61.49 15.00 

0?&Hy -?0!;p3 61.56 1$ .00 

-33.37 -18.05 60.98 15.00 

-32.11-17.52 60.47 15.00 

"32.33 -16 . 76 : 59:15 • ' IS .00 

-31.05 -16.64 58.29 15.00 

-30.00 -17.21 58,60 15.00 

-31.15 -15.91 57.18 15.00 

-31.43 -16.62 61.51 15.00 

-32.00 -16.33 62.57 15.00 

f30Vl8 -16.25 61.24 15.00 

-29; 43 -15:38 62.14 15.00 

-28.25 -16.13 62.75 15.00 

-27.48 -16.78 61,76 15.00 

-28,96 -14 .09 61.44 15.00 

- 27 -85 -13.63 61>66 15.00 

-2?. 82 -13.52 60 .59 15,00 

-29.50 -12.28 59:88 15.00 

-29.69 -12.45 58.37 15.00 

-28,71 -13.44 57.76 15.00 

-28.74 -13.98 56.44 15 . 00 

-27.62 -14.83 56.30 15.00 

-29-60 -13.83 55.34 15.00 

-27:. 60 -13.98 58.37 15.00 

-26.95 -14.81 57.50 15.00 

-2:7.34 -15,53 55,13 15.00 

•29.33 -14.52 54.17 15.00 

•28.21 -15,35 54,07 15.00 

30.35 -11.11 60.40 15.00 
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: 186 GLU OE2 
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186 GLU O 
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187 ASN CB 

• : ./rt : ^ : .-^ i8 ^ ASN CG 
18 7 ASN OD1 

187 ASN C 

187 ASN O 

188 TRP N 

: :: V : ;':4;--; ;/ : ::188 TRP CA 
£8? TRP CB 
188 TRP CG 

|^.^: > ;VV' ;: '$88 : - TRP CD2 
188 TRP CE2 
188 TRP CE3 

iV ' . ; "188; TRP CP1 
188 TOP NE1 

f;^}'\;'\i8* top C22 

^ • ;: 

188 TOP CH2 

188 TOP C 
• : 188 TOP 0 

189 GLY N 
189 GLY CA 
189 GLY C 

189 GLY O 

190 ASN N 
190 ASN CA 
190 ASN CB 
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TABLE IV 
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190 ASN OD1 
190 ASN ND2 
190 ASN C 

190 ASN O 

191 LYS N 
191 LYS CA 
191 LYS CB 
191 L YS C G 
191 LYS CD 
191 LYS GE 
191 LYS NZ 
191 LYS G 

191 LYS O 

192 GLY N 
192 GLY CA 
192 GLY C 

192 GLY 0 
19 3 TOR N 

193 TYR CA 
193 TYR CB 
193 TYR CG 
193 TYR GDI 
193 TYR CE1 
193 TYR GD2 

' 493; TYR CE2 ■ 
193 TYR CZ :' 
193 TYR OH 
193 TYR C 

193 TYR O 

194 ILE N 
194 ILE CA 
194 ILE CB 

;194 ILE CG2 
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• , 194 ILE CD1 
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TABLE IV 

-42.74 -13.89 57^(59 15.00 
-42.98 -12.88 58,35 15.00 
-43.69 -14.70: ; 57.26 15.00 
-40,03 -13.04 59f04 15.00 

-40 .09 -14-04 59.76 . 15 . 00 
-39.68 -11.83 59,49 15.00 
-39.34 -11.59 60 .90 15^00 
-40.57 -11,79 61.81 154 00 

-41.66 -10:76 V 61,63 15.00 
-42.98 -11.23 62.27 15.00 

-43.69 -12.29 .61.41 15.00 
-42 . 88 -13 . 54: { . : 61: 16 15. 00 ' ' 
-38.18 -12.50 61.33 15.00 

-38.18 -13.07 62.44 15.00 

-37 .22 -12.67 60.43 15 .00 

-36.06 -13.51 60.71 15.00 

-36.27 -14.99 60.45 15.00 

-35.41 -15.81 60,78 15.00 

-37 .40 -15. 34 : 59 87 15.00 

-37 . 69 -16. 74 59 .58 15.00 

-38.93 -17.20 60:33 15.00 

-38 .68 -17,49 61.78 15.00 

-38,81 -16.48 62.74 15.00 

-38.56 -16.73 64. 09 15,00 

-38.31 -18.77 62.20 15.00 

-38.06 -19.03 63.55 15.00 

-38.18 -18.01 64.48 15.00 

-37.91 -18.26 65, 81 15.00 

-37.92 -16.95 58.10 15.00 

-38.22 -16.01 57.36 15.00 

-37.81 -18.21 57.68 15.00 

-38 ,04 -18.60 56.31 15.00 

-36.73 -18.55 55.43 15.00 

-35 . 60 -19.33 56.09 15.00 

-37.01 -19.10 54.03 15400 

"35.85 -18.96 53.07 15.00 

-38.63 -20.00 56.30 15:00 

-38.16 -20 .88 57,01 15; 00 

-39.72 -20,18 55.55 15.00 

-40,34 -21.49 55.42 15.00 

•41.87 -21.37 55.28 15.00 

•42.73 -20.47 56.17 15.00 

•44.18 -20.60 55.73 15 . 00 



V* 
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-42.58 
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-39.26 
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197 ALA 0 
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-41 TV 
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-41.79 
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19 9 ASN OD1 
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200 LYS CB 


-39.47 


200 LYS CG 


-40.30 


200 LYS CD 


-41.12 


200 LYS CE 


-42.16 


200 LYS NZ 


-41.56 


200 LYS C 


-37.78 



TABLE IV 

-20.81 57.65 15.00 

-22.05 54.13 15.00 

■ -21. 45 53.06 ' 15 f lO0 . . 

,-23.:15- ' 54.22 vl5;00 

-23.75 ■ 53.02 15.00 

-24.02 53.26 15: 00 

• -22.77 53.55 15.(50 

-23.13 54.06 15> 00 

-23 .51 52.45 15.00 

' -25 .05 52/64 ■ .. . 15.00 • 

-25.77 53.52 15-00 

-25.34 : --5liv35::;^ >;is'/|0O"- 

-26.53 50.86 15.00 

-26.63 49.36 15.00 

M7;;§4 51-52 15.00 

-28.08 51.73 15.00 

-28. 68 51 . 85 15 .00 

-29.98 52.48 15.00 

-30.07 53.81 15.00 

-31.45 54.43 15.00 

-31.38 55.94 15.00 

-30.75 56.26 15.00 

-31.42 56.44 15.00 

-32.74 ' 56.32 15.00 

-30.76 56.70 15,00 

-31.09 5i>56 15.00 

-31.00 50.96 15.00 

-32.17 51.52 15.00 

-33.33 50.68 15.00 

-33.97 50.99 15.00 

-34.52 52.39 15.00 

-34.50 53.14 15.00 

-34.99 52.77 15.00 

-32. 94 49 .21 15. 00 

-33.53 48:36 15,00 

-31.93 48.91 15.00 

-31.49 47.55 15.00 

-29.99 47.43 15 ; 00 

-29.64 46.22 ,■ 15.00 

-28.37 46.46 15.00 

-28.18 45.36 15 . 00 

-28.02 43.99 15.00 

-31.85 47.17 15.00 
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: 204 CYS O 
204 CYS CB 
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205 GLY N 

'.. 205 GLY CA ' 
'..••'.205': GLY C 
'■' 205 GLY O ■ 
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206 ILE CA 
206 ILE CB 
206 ILE CG2 
206 ILE CGI 
206 ILE CD1 
206 ILE C 

206 ILE O 

207 ALA N 
207 ALA CA 
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TABLE IV V 

-36.94 -30.98 46.93 15. 00 . 

-^ 37 -51 -33.15 47.20 ; ' 15.00 

-36.21 -33.69 46.86 15.00 

-35.94 -33.51 45.37 15.00 

-36.89 -34.30 44.52 15.00 

-37.20 -35 .46 44.81 15.00 

-37.40 -33.66 43.47 15.00 

-35.03 -33.16 ; 47.67 . 15.00 

-33.94 -32.96 47.11 15. 00 

-35.23 -33.00 48.98 15.00 

-34.18 -32 . 51 49 .89 15.00 

-33.04 -33.54 49.99 15.00 

-32.05 -33.23 51.16 15.00 

-32.41 -32.67 52,14 15.00 

-30.79 -33.59 50.89 15.00, 

-33.66 -31.16 . 49.41 15.00 

-32.46 -30.95 49.27 15.00 

-34.57 ^30.23 49.18 15.00 

-35 .42 -30. 45 49. 60 15 .00 
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•:: 213 PRO C 
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214 LYS CG 
214 LYS CD 
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215 MET SD 
215 MET CE 
215 MET C 
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72.70 


15 . 00 


52 ASN O 


: -'- : ii^ v <n- ; ■ 

. — AO:. p\J 


-20 .21 


72.73 


15.00 


53 LETT N 




■ " O A' : "' O O 

-20 .28 


71.78 


15 .00 


53 LEU PA 


-1 flj 1 Q 


: ~*A,.24 


70.74 


15.00 


53 LEU PB 

<*S<a^ iJUW Si fin '•' 


■ ■— A;2f-v*4: 


-21 . 79 


70.06 


15.00 


53 LEU PG 


^2/V 1 1 • 


24 . 02 


70.67 


15.00 


53 LEO POX 




-22 .96 


72 . 19 


15.00 


53 LETT PH2 




-23 . 11 


70.17 


15.00 


53 LEU P 


—A / . ^x 


-20.66 


69.72 


15.00 


53 leh n 


IPy-A-Jr 


-21 .29 


69.42 


15.00 


54 VAL m . 


— 1 *7 Ci 
"A/. pi 


-19 .46 


69.21 


15.00 


54 VAT. PA 


•••'••1 c £c - 


-18 .82 


68.22 


15.00 


54 VAT, PT* 


""A /:.:AO 


-17 .39 


67.85 


15.00 


54 VAL PG1 


. XO • 


-16 .73 


66.85 


15.00 


54 VAL CG2 


-18.56 


-17.47 


67.25 


15.00 


54 VAL C 


-15.19 


-18.75 


68.68 


15.00 


54 VAL 0 


-14:.28 


-19.13 


67.94 


15 .00 


55 ASP N 


-14.99 


-18 .33 


69.93 


15.00 


55 ASP CA 


-13 . 65 


-18.18 


70.52 


15.00 


55 ASP CB 


-13.64 


-17.12 


71.64 


15.00 
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55 ASP CG 
55 ASP OD1 
55 ASP OD2 

; : ;55^asp v 'c, ' 

55 ASP; O ■ 

56 GYS N 

• Se^CY^CA- ; 
56 eis e 

56 CYS O 
56 CYS CB 

56 CYS SG 

57 VAL N 
57 VAL CA 

• • 57 VAL CB 

57 VAL CG2 
57 VAL C . 

57 VAL O 

58 SER N 

•'• 58 SER CA 
58 SER CB 
58 SER OG 
58 SER C 

58 SER 0 

59 GLU N 
59 GLU CA 

• 59 GLU CB 
59 GLU CG 
59 GLU CD 

' 59 GLU OE1 
. \5S>: GLU OE2 : 

59 GLU C 

' . 59 GLU o , 

60 ASN N 

'. 60 ASN CA 
60 ASN CB 
60 ASN CG 
60 ASN OD1 
60 ASN ND2 
60 ASN C 
60 ASN 0 
. 61 ASP N 
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TABLE V 

-14.11-15^73: v7i. 18 15<00 
-14.12 -15.43 69.96 15.00 

-14.46 -14. 93 : 72/06 15.00 
-12.9,8 -19.44 71.08 15.00 
-11.75 -19.53 71.15 15.00 
-13.79 -20^43 71,47 15.00 
-13.26 -2^63 72.12 15.00 
-13.13 -22,97 71.41 15; 00 
-12.36 -23.82 71.86 15.00 
-13.97 -21.81 73.45 15.00 
-13,91 -20.34 74.55 15.00 
-13.92 -23.20 70.36 15.00 
-13.85 ^24,48 69.64 15.00 
-15.13-24.77 68.83 15.00 

-15/08 -26.20 68.30 15.00 

-16.37 -24,52 69.66 15.00 

-12 .67 -24; 45 68-68 15.00 

-12 .73 -23 ;82 67.62 15.00 

-11.60 -25.15 69.04 15.00 

-10, 40 -25 .18 68.22 15 .00 

-9.19 -25,66 6^.02 15.00 

-9.56 -26.66 69.95 15,00 

-10.54 -25.93 66.91 15.00 

-9.71 -25.75 66.02 15.00 

-11.56 -26.78 66.79 15.00 

-11 .79 -27 .55 65.57 15.00 

^12.53 -28,86 65.84 15.00 

rll.72 -29.95 66.56 15.00 

-11.47 -29.63 68.03 15.00 

-12.44 -29,48 68.79 15.00 

-10.28 -29.54 68.42 15.00 

-12.51 -26,74 64; 50 15.00 

-12.45 -27.06 63,32 15,00 

43.22 -25.69 64.92 15.00 

13.91 -24.83 63.98 15.00 

15.29 -24.45 64.49 15.00 

16.25 -25.62 64,51 15.00 



•17 


.17 


-25.66 


65,32 


15.00 


16 


.04 


-26.59 


63,62 


15.00 


13 


,03 


-23.63 


63.72 


15,00 


12 


.01 


-23.46 


64.39 


15.00 


13 


.39 


-22.81 


62,74 


15,00 
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TABLE V 

61 ASP CA -12.56 -21.66 62.39 15, 00 

61 ASP CB -12.27 -21.64 60.88 15.00 

61 ASP CG -11,96 -23.05 60.30 15.00 

61 ASP OD1 -12.89 -23.70 59.76 15.00 

61 ASP 0152 -10.78 -23.50 60.37 15.00 

61 ASP C -13.12 -20.30 62.86 15.00 

61 ASP 0 -12.75 -19.26 62.32 IS.OO 

62 GLY N -13.97 -20.31 63 .88 15 ; 00 
62 GLY CA -14.54 -19.06 64.36 15.00 
62 GLY C: -15.40 -18,39 63.30 15; 00 

62 GLY; 0 -16*41 -18.95 62:84 iSvOO ■ • 

■ 63 CYS N -15.00 -17.18 62. ib 15,00 ■ • 

63 GYS CA -15.71 -16.43 6i;88 15.00 . 
63 CYS C -15.44 -16.96 60.47 15.00 
63 CYS O -16.00 -16.47 59.49 15.00 
63 CYS CB 1-15.39 ; -14:94 61. 97 15,00 

63 CYS SG -16 i 00 -14.06 63.45 15. 00 

64 GLY N rl4w57 -17.97 60.38 15; 00 
64 GLY CA -14>27 -18.57 59 09 15.00 
64 GLY C -15,01 -19.88 58.84 15.00 

64 GLY O -14.59 -20.68 58.01 15.00 

65 GLY N -16.09 -20.12 59.59 15.00 
65 GLY CA -16.86 -21.34 59.42 15.00 
65 GLY C -16.66 -22.39 60.49 15.00 

65 GLY O ^15,77 -22.30 61.14 15 .00 

66 GLY N -17.52 -23.40 60.46 15.00 
66 GLY CA -17.44 -24.49 61.42 15 .00 
66 GLY C -18-61 -25.44 61.32 15.00 

66 GLY O -19.49 -25.27 60.48 15.00 

67 TYR N -18.62 -26.44 62.18 15 .00 
67 TYR CA -19,68 -27.44 62.21 15.00 
67 TYR CB -19.14 -28.83 61.87 15.00 
67 TYR CG -18.68 -28.95 60.44 15.00 
67 TYR GDI -19.58-29.32 59.44 ISiOo 
67 TYR CE1 -19.18 -29.39 58.11 15.00 
67 TYR CD2 -17.37 -28.64 60.07 15.00 
67 TYR CE2 -16.96 -28.70 58.75 15.00 
67 TYR CZ -17.88 -29.07 57.77 15.00 
67 TYR OH -17.50 -29.10 56.45 15,00 
67 TYR c -20.36 -27.48 63.56 15.00 

67 TYR O -19.71 -27.30 64.59 15.00 

68 MET N -21.65 -27.77 63.56 15.00 
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TABLE V 
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68 MET CA -22.44 

68 MET CB -23 . 93 

68 MBT CG -24.58 

68 MET SD --24.01 

68 MET CE -25.23 

6 8 MET C ^ 21. ^1 

68 MET O -21.68 

69 THR N , -21. 68 
69 THR CA -21vi7 



69 THR GB 


^20^89 


69 TIfl* OG1 


:^20i07 


J59 THR CG2 


^22*20 


69 THR G 


-19 


69 THk 0 


rl9.80 


; 7 0 ASN: N 


-18 97 


70 ASN CA 


-17.74 


70 A^N CB 


-16.76 


•:tO--.A^DCG : :..' 


-16.17 


7 0 ASN Obi 


t15.:66 


7 0 ASN ND2 


-16 .25 


70 ASN C 


-18.11 


70 ASN 0 


-17 . 57 


71 ALA N 


-19,02 


71 ALA CA 


-19.50 


71 ALA CB 


-20.44 


71 ALA C 


-20.20 


71 ALA 6 


-20.03 


7 2 PHE n 


-20.95 


72 PHE CA 


-21.63 


72 PHE GB 


-22.65 


72 PHE CG 


-23.80 


72 PHE GDI 


• -24,32 


72 PHE CD2 


-24.37 


72 PHE CE1 


-25.40 


72 PHE CE2 


-25.46 


72 PHE CZ 


r-25.97 



72 PHE C -20.64 

72 PHE O -,20.69 

73 GLN N -19.71 
73 GLN CA -18.70 
73 GLN CB -17.83 



73 GLN CG -16.90 



-27.85 64.78 15.00 

-28.03 64.44 15 . 00 

-26.86 63.66 15.00 

-26.58 61.93 15,00 

-27.50 61.01 15.00 

-28.98 65.68 15.00 

-28.77 66.87 15.00 

-30.16 65. 08 15 00 

-31.32 65.81 15.00 

-32.54 64.87 ' 15.00 

-32.14 63.76 . 15.00 

-33.12 64.35 15.00 



-31.01 


:66.64 ' 


•\.:15: 


:00 


>3i:j4.6; 


67.78 


15 


.00 


-30.25 


66.06 




.00 


-29.87 


■ :66,77 


/M: 


.00 


-29.07 


65.89 


15 


.00 


-29.89 


64.75 


:';Vl.5, 


.00 


-29.34 


63.79 


■15. 


.00 


-31.20 


64.86 




00 


-29.01 


67.98 


-IS. 


00 


19 


69.08 


: 15> 


00 


-28.07 


67.74 




00 


-27.16 


68.77 




00 


-26.11 


68.16 


15 . 


00 


-27.92 


69.91 


15. 


00 



-27.59 71.08 15.00 

-28,97 69.56 15; 00 

-2982 70.54 15 ,00 

-30.75 69.86 15.00 

-30.02 69.25 15.00 

-28 .88 69.86 15 .00 

-30.48; 68 .08 15,00 

-28.21 69.30 15.00 

-29.81 . 67.51 15,00 

-28.67 68.13 15 .00 

-30.63 71,36 15.00 

-30.66 72.59 15.00 

-31.27 70.67 15.00 

-32.08 71.33 15.00 

-32.79 70.31 15.00 

-33.82 70.92 15.00 
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73 GUJ CD 


-16.28 


-34 .73 


••:6^ft7-- 


•15 /vn 


73 GLN 0E1 


-16.83 


-34 . 92 


' 68 ^78; 

'..VP:t;/ : O., 


1 5 Aft 


73 GLN NE2 


-15.14 


-35 30 




:1C AA 

v.- ;;Xp . UU 

. : Xp . UU 


73 "jG^-fe;"" : . 


-17.87 


-31 21 


. . 7^ 


73 GLN G 


-17.49 


v -31:64 "'■ 


73 33 : 


1 «!• Art 
Xd . U U 


74 TYB: N 


-V17.60 




'' : -'":' : 7-T ;:;: - :; ft-7': : 


xo . 00 


74 TYR GA 


-16.83 


-29.03 


''•••"rroVjiiro;:-- 


X3.UU 


74 TOR -CB 


-16.61 


-27 .69 


••.7Ti-'::ftQ': v 

: / X.« O-* "• 


1 Q nn 

. : XD , UU 


74 TYR CG 


-16.39 


-7fi ri 


■ •:f<:V.Oi.. : 


f 15 . 00 


74 TYR GDI 


-15.18 


:y... ^ U . J p . - 


.: / J., pi: ; 


15. 00 


74 TYR CE1 


-15. 02 


-25 .35 ; 




15 A ni 
XO • UU 


74 TYR GD2 


-17.43 


-25 63 


73 19 


it ah 
XO . UU 


74 TYR CE2 


-17 .28 


-24 .64 




•15.00 


74 TYR G2 


-16 08 




: - /4,.: : /D;;,. 


15 . 0O: : 


74 TYR GH 


-15 96 


4v . O/ 


/O . /p . 


15. 00 


74 TYR G 


-17.55 


-28 7 Q 




.."■ : !i'c ; : 'Aft' 

15 .00 


74 TYR 0 


-16 92 


-.oo 7 c 

:— A O . ;/ p; 


70; 00 


15. 00 


75 VAT. M 


— XO • OA 


-28 .62 


; : -:;7 : 3';.^6^ ;.. 


15:00 


75 VAL GA 


-19 70 

±- J .; / AM- 


*o .JO 


75 .04 


15:00 
15v00 


75 VAL CB v 


-21 11 


-77 ft ft 

: A / , GO . . 


74 > op 


75 VAL CGI 


-21.96 


-27 66 

*• / . DO -- 


• ZD •Op 


1 C A A 

lo . 00 


75 VAL GG2 


-21. OQ 


-26 57 


7T fiV 

/J.: Op 


xp .00 . 


75 VAL C 


-19.77 


-29 55 


7R Oft 


; 1 C "A A 

v Xp . UU 


75 VAL 0 


-19.91 


JO 


. / / . ±P - : 


i C A A 

XO .00 


7 6 GLN N 


-19; 66 


-30 74 


•'' : : 7C:- : ; : vi : n;-> : 


. nn 
XO. UU 


76 GLN GA 


-19.66 


-31 •■'95-:: - " 


' 76 77 


1 C A A 

XO . U U 


76 GLN CB 


-i9 -84 


-33 21 


75 36 


.1:C A A 

XO. . UU 


7 6 GLN GG 


-19.80 


-34 51 


76 1/1 


1C Art 

X 0 . U U; 


7 6 GLN CP 


-19.78 


-35 75 




XO . UU 


76 GLN GE1 


-19.34 


-35 70 


7/1 AQ 


1 c -. n n 
; XO. UU 


7 6 GLN *|E2 


-20 .24 


-36 86 


75 7Q 


xo.uu 


76 GLN: C 


-18.34 


-32 .00 


77 Aft 


: ,1:C AA 

;XO : . UU . 


7 6 GLN 6 


-18.34 


-32 09 


7ft 77 


:1C AA 
XO . UU; 


77 LYS N 


-17.22 




. / O . /.J 


• It C m A A 

lo . 00 


77 LYS GA 


-15 89 




/p. 91. 


15 .00 


77 LYS GB 


-14.79 


-32 01 


75 ft5 


1 C AA 

XO • UU 


77 LYS CG 


-14.77 


-33-29 


75.01 


15.00 


77 LYS CD 


-13 .80 


-33.14 


73.84 


15. 00 


77 LYS CE 


-13.62 


-34.44 


73.09 


15.00 


77 LYS NZ 


-12.55 


-34.33 


72.06 


15.00 


77 LYS G 


-15.63 


-30.80 


77.87 


15.00 


77 LYS 0 


-14.99 


-30.98 


78.91 


15.00 
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l\ ^ ^ - 16 ' 09 -29-61 77.50 15.00 

78 ASNCB -16.18 -27.16 77.51 15.00 

78 ASN CG -15.95 -25.89 78.31 15.00 

ASN OD1 -14.90 -25.69 78.92 : 15 00 

78 ASN ND2 -16.93 -24,99 78.28 is'oo 

78 ASN C • —16.83 ■ -28^ 2 79.52 15,00 

78 ASN O -16.64 -27.81 80.49 15.00 

- 18 ' 82 -29.64 80.47 15.00 

•to " 18 - 19 - 30 ' 06 81-81 15.00 

79 ARC CD .16.75 -31.70 83.00 15.00 
H *ff ^ -16.07 -32.98 82.88 15.00 

15.00 



^ 9ARGCZ - 14 - 7 9 -33.13 82.56 
!! • 14 - 02 - 3 2.08 82.33 15.00 

15.00 
15100 
15. 00 
15.00 
15 . 00 



79 ARGNH2; ^14.28 -34 ,36 82 41 

79 ARC C -19.77 -28.45 80.65 

79 ARG O -20.43 -28.32 81 69 

80 GLY N -19,84 -27 ,58 79. 66 
80 GLY GA ^20.72 -26.45 79,77 _. vv 
!! S-f -20-50 -25.38 78.73 15.00 

15.00 



80 GLY 0 -19.60 -25.49 77.89 

I] 'J* : /» -21.38 -24.39 78.75 15.00 

15.00 
15.00 



81 ILE CA -21.34 -23v24 77.85 
81 ILE CB -22.12 -23.47 76:52 

-23.54 -24.00 76.80 15.00 

15 .00 
15.00 



81 ILE CGI -22.15 -22.16 75,71 

81 ILE CD1 -22.81 ,-22.28 74.36 

81 ILE C . -21,98-22,09 78,60 15^00 

81 ILE O -23.00 -22.26 79.29 15.00 

82 ASP N- -21.37 -20.92 78.48 15.00 
82 ASP CA -21 . 88 -19 . 75 79 .15 15 . 00 
82 ASP CB -20.83 -18.66 79.19 15.00 
82 ASP CG -19.68 -19.00 80.10 15.00 
82 ASP OD1 -18.57 -18.52 79.85 15.00 
82 ASP OD2 -19.91 -19.76 81.07 15.00 
82 ASP C -23,17 -19,21 78.57 15.00 

82 ASP O -23.56 -19.54 77.45 15.00 

83 SER N -23.85 -18.42 79.39 15.00 
83 SER CA -25,09 -17.77 79.00 15.00 
83 SER CB -25.89 -17.34 80.22 15.00 
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■ ■ 


' TABEEV 




83 SER OG 


r25.29 


:;>|i€j||2i 


: 80v86 


15.00 


yfSl SEK C "-. 




-16.56 


78.16 


15.00 


83 SER 0 


-23.58 


-. V-16;|;64 : ' 


78.30 


15.00 


;84 GLU N 


-25,59 


-16.10 


77 .30 


15,00 


84 GLU GA 


-25.30 


-14.93 


76.49 


15.00 


84 GLU GB 


-2€^S5:; 


-14.46 


75 ; 73 


15.00 


84 GLU CG 


-26.40 


■ -13>i2; 


75.04 


15.00 


84 GLU CD 


•r25.37;; 


-13:. 12 


73.92 


15.00 


84 GLU OE1 


-24.73 


-12.07 


73.72 


15,00 


84 GLU OE2 


-25.20 




73.23 


15.00 


84 GLU G 


. '.' : ^2lfe:7.4'- 


-13.81 


77.37 


15.00 


84 GLU 0 


-23.72 


-13.20 


77.06 


15.00 


85 ASP K 


;,-25.37 : - • 


-13.60 


78.53 . 


15.00 


85 ASP CA 


f-24.:?4 : 


-12.54 


' 79.44 


15.00 


85 ASP CB 


-25.85 


-12.44 


80,66 


15,00 


85 ^P GG 


-27.22 


llll .88 


80.32 


15 .00 


85 ASP - ODi : 


-28.19- 


-12.27: 


: 81.01 


15.00 


85 ASP OD2 


'. : ,.^27>;|3j.: 


-11.06 


79 . 37 


15.00 


85 ASP e 


-23.49 


-12.60 


:;.: ; ;79l87 ; i- : 


15.00 


85 ASP 0 




-11.59 


79.79 


15.00 


86 ALA N 


-23.05 


^13 .79 


80.28 


15.00 


86 ALA GA 




-14.00 


80; 73 


15.00 


86 ALA GB 


-21.59 


:-fl$:.24 r 


81.59 


15.00 


86 ALA C 


-20. 61 


-14,06 : 


79.62 


15,00 


86 ALA 0 


-19.42 


-14.18 


79.92 


15.00 


87 TYR N 


-21.64 


-13.98 


78.36 


15.00 


87 TYR; GA 


' -2j0;; ; l:3 ; ; ': 


-14.04 


77.22 


15.00 


87 TYR CB 


-19.69 


-15.50 


76.99 


15 . 00 


87 TYR CG 


-18.30 


-15.71 ■ 


76.41 


15,00 


87 TYR GDI 


-17.79 


-14.89> 


75.41 


15;. 00 


87 TYR CE1 


-16;54 . 


-15.12 ; 


74,86 


15.00 


87 TYR CD2 


-17,51 '•• 


-16.78 


76.84 


15.00 


87 TYR GE2 


-16.26 


-17.02 . 


76.29 


15.00 


87 TYR CZ 


-15.78 


-16.18 


75.30 


15.00 


87 TYR OH 


-14.54 


-16.42 


74.76 


15.00 


87 TYR C 


-20.88 


-13.46 


76.00 


15.00 


87 TYR 0 


-21.14 :. 


-14.15 


75.02 


15.00 


88 PRO N 


-21.17 


-12.14. 


76.05 


15 . 00 


88 PRO CD 


-20.72 


-11.16 


77.06 


15.00 


88 PRO GA 


-21.90 


-11.45 


74.97 


15.00 


88 PRO CB 


-21.94 


-9 . 99 


75.46 


15.00 


88 PRO CG 


-20.72 


-9.87 


76.27 


15.00 
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8 8 iRO p 

' ! . . 89 TTO ;GA 
. 89 TYR GB : 
89 TYR CG 
89 TYR CD1 
89 TYR CE1 
89 TYR CD2 
. : 89 TYli ^2 • 
89 TYR CZ 
89 TYR OH 
89 TYR C 

89 TYR O 

90 VAL N 
90 VAL CA 

• • 90 VAL CB 

90 ym&sx 

90 VAL C : 

90 VAL O 

91 GLY N 

91 GLY C 

91 :;GLY;:: : 0 : ;.:;;. 
. 9 2 GiLN N 

' 92 GLN CB 

.... 92;;<<^:^v ... 

92 G^^qiy . 

92 GLN NE2 
92 

93 GLU N 
93 iGIjU CA 
93 GLU GB : 
93 GLU CG 
93 GLU CD 
93 GLU QEl 
93 GLU OE2 
93 GLU C 
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• • table v v. 





-XX .5 / 


•*'' : -^?^ '"'to 

73.58 


15.00 


-20 11 


.11 oh 

. — . IX:, O U 


•.73 .42 


.15.00 


~ 46:46 ■• 1 J 


-11 .39 


■ 72.58 


15.00 


-91 74 
*1 • / ft 


-11. 48 


'■ 71. 18 


15,00 




1-1' no 

-11 .78 


70.27 


" 15.00 


.^■2vZ . 53 


-12. 08 


68.84 


15.00 


^71' :flO 


. -13 .23 


68.54 


15.00 


.01 Ar\ 


•13 .50 


67.25 


is. oo 


• oj 


-11 . 20 


67.81 


C 15.00 




-11 .46 


; 66.50 


V 15.00 


v— ;9i <ro 


-12. 62 


66.24 


;15; 00 ' 




-12.90; 


64. 98 


■ 15>P0 


-^X.Q4 


-10 . 21 


70.71 


15:00 


. i?2;l: . 54 


•^••'-9 ill- 


70.94 


15,00 


— 1 Q OO 


-10.36 


70.08 


n is.©o 




,"'.:-9:;.;21 : .;' 


69.55 


15 .00 • 
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127 ARG CB 
127 ARG CG 
127 ARG CD 
12 7 ARG KB . 

v 127 ARG GZ 
127 ARG NH1 
127 ARG NH2 
12 7 ARG : C ' 

127 ARG 0 

128 VAL N 
128 VAL CA 
128; VAL CB 

; |28 ; VAL CGI 
128 VAL CG2 
128 VAL C 

128 VAL 0 

129 GLY N 
129 GLY CA 
129 GLY C 

129 GLY O 
•L30 PRO N 

130 PRO CD 
130 PRO CA 
130 PRO CB 
130 PRO CG 
13d PRO C 

130 PRO 0 

131 VAL N 
131 VAL CA 
131 VAL CB 
131 VAL CGI 
131 VAL CG2 
131 VAL C 

131 VAL 0 

132 SER N 
132 SER CA 
132 SER CB 
132 SER OG 
132 SER C 



-41.69 

-40.26 

-39.95 

-39.99 

-38. 9S 

-39.08 

-40.43 

-41.25 

-42 .47 

-40.88 

-38.72 

-38.50 

-37.91 

-36.72 

-35.46 

-34.25 

-35.18 

-36.78 

-36.54 

-37,12 

-37.18 

-36.41 

-36.10 

-36.09 

-36.46 

-35.34 

-35.01 

-36.23 

-34.06 

-33 .35 

-33 .78 

-32.61 

-33.05 

-31.85 

-33 .84 

-31.71 

-32 .21 

-30.41 

-29.40 

-28.07 

-28.22 

-29.19 



-33 .74 

-35.26 

-35.76 

-37.28 

-37.98 

-39.48 

-39.95 

-40.58 

-40.94 

-40-83 

-35.26 

-35.65 

-34.42 

-33.94 

-34.31 

-33 .52 

^35;;79 

-32.;43 

-31.96 

-31.68 

-3 0.2 4 

-29.69 

-30.46 

-28.39 

-27,40 

-27.75 

-26.38 

-26.08 

-28.52 

-29.05 

-28.58 

-29.30 

-30.57 

-31.31 

-31.50 

-28.42 

-27.71 

-28.44 

-27.69 

-27.65 

-27.17 

-28.31 



68.73 

67 . 93 

69.27 

69, 30 

68.45 

68.63 

68.30 

69>14 

68.73 

70.39 

70.01 

71.15 

69.40 

70.07 

69.27 

69.74 

69.42 

70.32 

71.43 

69.28 

69; 39 

68.22 

67.30 

68.19 

69.22 

67.11 

67.70 

68.51 

66.73 

67.61 

65.44 

64.92 

64.15 

63.57 

65.07 

64.02 

63.14 

64.29 

63.53 

64.28 

65 .59 

62.13 



15.00 
15 . 00 
15.00 
15.00 
15 . 00 
15.00 
15:. 00 
15.00 
15 . 00 
15.00 
15 .00 
15.00 
15 . 00 
15.00 ■ 
15.00 
15.00 
15.00 
15 .00 
15.00 
15.00 
15.00? 
15.00 
15.00 
15.00 
15. 00 
15.00 
15.00 
15.00 
15. 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15.00 
15.00 
15.00 
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TABLE V 

132 SER O -28,82 -29.48 62.02 15,00 

133 VAL N -29.40 -27.52 61.08 15.00 
133 VAL CA -29.23 -28.02 59.73 15.00 
133 VAL CB -30.60 -28.18 58,99 15.00 
133 VAL CGI -31.53 -29.06 59.80 15.00 
133 VAL CG2 -31.24 -26.84 58.70 15 00 



133 VAL C -28.35 -27.10 58.89 15.00 

133 VK-O -28.22 -25.92 59.20 15.00 

134 ALA N -27.74 -27 .66 57.85 
134 ALA CA -26.88 -26.90 56.95 



15 . 00 
15.00 

'V? i 35? ? - 25 V 50 -27.56 56. 83 15 .00 

15 .00 
15.00 
15.00 
15,00 
15.00 
15.00 
15 . 00 



134 ALA C : -27.59 -26.86 . 55.59 

134 ALA 0 -28.15 -27 . 87 55 15 

135 ILE N -27.61 -25.69 54196 
135 ILE CA ^28.28 -25.52 53.68 
135 1LE CB -29.64 -24.75 53.86 
135 ILE CG2 -30.59 -25.51 54,77 
135 ILE CGI -29.37 -23.34 54,39 
135 ILE GDI -30.61 -22 .47 54.' 50 l5.'o6 
135 ILE C -27.45 -24.69 52.71 15.00 

135 ILEO, .26.36 -24.22 53.04 15.00 

136 ASP N -27.98 -24.56 51.49 15.00 
136 ASP CA -27.37 -23.75 50.45 15.00 
136 ASP CB -27.45 -24.42 49.07 15,00 
136 ASP CG -26.86 -23.57 47.94 15.00 
13 6 ASP GDI -26.91 -24.02 46.79 15.00 
136 ASP OD2 -26.35 -22.45 48,19 15.00 
136 ASP C -28.21 -22.46 50.50 15.00 

136 ASP O -29.41 -22.48 50.22 15.00 

137 ALA N -27.58 -21.38 50.92 15.00 
137 ALA CA -28.23 -20.08 51.04 15 00 
137 ALA CB -28.30 -19.68 52.49 15.00 
137 m C "27-45 -19.04 50.25 15.00 

137 ALA 0 -27.31 -17.91 50.69 15.00 

138 SER N -26.97 -19.44 49.08 15.00 
138 SER CA -26.18 -18.56 48.22 15.00 
138 SER CB -25.05 -19.36 47.56 15.00 
138 SER OG -25.57 -20.33 46.67 15.00 
138 SER C -26.99 -17.81 47.16 15 00 

138 SER O -26.48 -16.88 46.52 15.00 

139 LEU N -28.23 -18.24 46.97 15.00 
139 LEU CA -29.11 -17.68 45.97 15.00 
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' TABLE V " 

'.>•;.. 139 LEU CB -30.17 -18.70 45.55 15.00- 

139 LEU CG -29.68 -19.89 44.71 15.00 

139 LEU CD1 -28.41 -20.51 45.27 15.00 

139 LEU CD2 -30.78 -20.93 44.65 15.00 

.; 139 LEU C ' ' -' -29.76 -16.35 " 46.31 15 .00 ■' • 

.' y: 139 LEU O / -30.20 . -16.13 ' 47.44 15.00 

#/>■'•. 140 ^ N " . -29.82 -15.48 .' 45 .31 15.00 ' 

. 140 THR CA -30.41 -14.15 45.44 ' 15.00 

14Q! THR CB -30.31 . -13.40 44.07 15.00 

140 THR OG1 -28.94 -13.06 43.81 15.00 
v 140 THR CG2 -31.17 -12.14 44.06 15.00 

140 THR C ... . -31.87 -14.27 .' 45.91 15.00 ^ [ 
/.;l40;TOR:d -32.36 -13;41 ' '46.66 15.00 ; 

:}■■. :141 ; ;SER;:N ■ -32;55 -15>34 45.50 15.0(3 ; 

r'-lil SER CA -33.93 -15.58 45.89 15.00 

141 SER CB -34.47 -16.84 45.23 15.00 
141 SER OG -33.61 -17.94 45.44 15.00 
141 SER C ; : -34.00 -15.70 47.41 15.00 

141 SER O -34 .83 -15 .07 48 .07 15 .00 

142 PHE N -33.07 -16.47 47.97 15.00 
142 PHE CA -32.99 -16.70 49.40 15.00 

,5 ;142;PHE^ CB' ' -31.94 -17.76 49.73 15.00 

? 142 PHE CG -31 r 9p -18.15 ■ 51:17 15.00 

142 PHE GDI -22.71 -19.12 51.66 15.00 

142 PHE GD2 -31.02 -17.55 52.05 15.00 

142 PHE CE1 -32. 75 -19.48 53.00 15.00 

142 PHE CE2 -31 . 00 -17 .90 53 . 39 15.00 

142 PHE CZ -31 .86 -18 .87 53.86 15.00 

142 PHE C -32.73 -15.42 50.16 15.00 

142 PHE O -33.46 -15.07 51.08 15.00 

143 GLN N . -31.67 -14.71 49.76 15^00 
143 GLN CA ^31^30-13.45 50.40 15.00 
143 GLN CB -30 .10 -12.81 49.70 15,00 
143 GLN CG -29.69 -11.45 50.28 15.00 
143 GLN CD -28.34 -10.91 49.77 15 .00 
143 GLN OE1 -27.73 -10.04 50.40 15,00 
143 GLN NE2 -27.85 -11.46 48.64 15.00 
143 GLN C -32.50 -12.51 50.43 15.00 

143 GLN O -32.76 -11.85 51.44 15.00 
.144 PHE N -33.28 -12.51 49.36 15,00 

144 PHE CA -34.43 -11,62 49.26 15.00 
144 PHE CB -34,43 -10.90 47.89 15.00 



TABLE V 



^44 PHE GG 
14 4 ; PHE GD I 
144 PHE GD2 
; 14 4 ; phe CE1 
144 PHE CE2 
144 PHE CZ 
144 PHE C 

144 PHE 6 

145 TO N 
145 TYR CA 
145 TYR CB 
14 5 TiR CG 

its aii 

145 TYR CE1 
145 TYR CD2 
;■ 145 TYR CE2 
145 TYR CZ 
145 TYR OH 
145 TYR C 

145 TYRO 

146 SER N ,: 
146 SEiR CA ' 
146 SER CB 
146 SER OG 

' 146 SER C 

146 SER O 

147 LYS N 
147 LYS CA 
147 LYS CB 
147 LYS CG 
147 LYS CD 

.;• 147 LYS CE 
147 LYS NZ 
147 LYS C 

147 LYS O 

148 GLY N 
148 GLY CA 
148 GLY C 

148 GLY O 

149 VAL N 
149 VAL CA 
149 VAL CB 



-33.21 . ^10.01: 47; 66 V 15.00 
; -32V 96 -8,92 48.48 15.00 
-32.31 -10.29 46.63 15.00 
> 31 - 8 3 ~8yl2 48130 15.00 ■■ 
-31 .17 -9.48 46.44 15 .00 
-30,94 -8.40 47.27 15.00 
-35v75 -12.23 49.61 15.00 
-36-83 -11.62 49.35 15.00 
-35,78 -13.41 50.24 15.00 
-37,03 -14.08 50; 64 15,00 
-36.76 -15.42 51.35 15.00 
: .i-37-. 96 ■ -16 . 00 52 : 08 ■ 15 ; 00 
-38.82 -16.92 51.46 15.00 
' -39V93 P17.45 ■ 52.13 15.00 ' :> 
" 3 8 -26 : : --IS ,62 53.38 ... "3' 15.00 '■■ 
-39V37 -16.13 54.05 15.00 
-40.20 -17.04 53.43 15.00 
-41.29 -17.54 54.12 15.00 
^37,90 -13.18 51.52 15.00 
-37.38 -12.43 52.36 15.00 
"39.21 • .13.31 ,,. 51 . 38 ' 15 . 00 % ' 
-40.13 -12 . 49 : ' 52.15 ' ': 15. 00 ' ' 
-40.37 -11.15 51.45 15.00 
'40,91 -11.35 50.15 i5.00 
-41.46 -13.15 52.51 15.00 
-41,95 -12,96 53.62 15.00 
-42.01 -13.92 51.58 15.00 
-43.30 -14.59 51.76 15.00 
-44.42 -13.76 51.10 15.00 
-44,66 -12.34 51.62 15.00 
-45.05-12.34 53.08 15.00 
-45.37 -10.92 53.58 15. 00 
-•46 . 00 -10.90 54.93 15 .00 1 
-43,37 -16,03 51.20 15.00 
-42.63 -16.39 50,27 15.00 
-44 .29 -16.81 51 . 75 15 . 00 
-44.52 -18.16 51.28 15.00 
-43,46 -19.22 51.49 15.00 
-42.47 -18.99 52.18 15.00 
-43.70 -20.41 50.95 15.00 
-42.78 -21.53 51.07 15.00 
-43.53 -22.90 50.95 15.00 
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TABLE V 



149 VAL CGI ; vr i*^55-- -24.07 



•50l9^f%M;;^,v 



149 VAL CG2 -44.47 -23.08 52.14 15.00 

149 VAL C -41.69 -21.41 50.01 15.00 

149 VAL O -41.94 -21.55 48.82 15.00 

150 TYR N -40.49 -21.08 SO. 48 15.00 



iJv 1ZA L£l 


•• 'i.T : C : -'"--C : yi- 
-/■■7.4:?:*?D4.' 


-IS i29 


47.81 


15.00 


ISO TOR GD2 
150 TYR CE2 


-35 fid 
- \£ 71 


— 71 7< 

.71 A * : 


49> 74 


15 .00 


■A. V A: A 4\ v 

ISO TYR CZ 


—J* • / X 

• : '-Td :: cn . 


-Zl .24 


48; 92 
47.96 


15.00 
15.00 






, -20; 27 


47 ;12 


4;l^j0i0;; 


150 TYR C 


■ : ' : - -.Tfi- ; : fi 'Q - 

- JO.OJ 


'i-7 *>■ 1 O 


48.89 


15.00 


150 TYR 6 


-38.88 


: -23 28 


• AO AC 


J.5 . 00 


151 TYR N 


: t# w ; ».4l:'/: 




47.65 


15.00 


151 TYR GA; 


-37 98 


-7T rtT 


" 4 o > -77 :■■ 


■■■ 15. QO 


151 TYR PR 






,. : .';46^:;3S;- : = 


15.00 


151 TYR <2G 




; v '-'— 7 R no 

— ;Z:^.y,vS^•■ 


45 .42 


15, 00 


151 TYR GDI 


■■■ -37 92 




45; 91 


' 15.00 


151 TYR GE1 


-37 51 


.. . «77 91 


45 .06 . 


:'' 15,00 


151 TTO CD2 


-38 80 


— 7«; n il ' 


44.05 


15 . 00 


151 TYR CE2 


-38 AO 


-7£ Y17- 


43 .19 


15.00 


151 TYR dZ 


-37 ftfi 


—77 1 C 


43 .70 


15.00 


151 TYR OH 


-37 ifi 


— 7fi 71 


■ 42.87 


15 . 00 


151 T^C " 


-37.35 


-77 TO 


43 .55; 


■ 15. 00 : 


151 TYR 0 


-37 .80 


-21.33 


• 45.07 


15.00 


152 ASP N 


-36.30 


-23 . 02 


•;4 : 5|b%::-' 


15.00 


152 ASP GA 


-35.59 


-22.54 


43.86 


15 ; 00 


152 ASP CB 


: :-3^;6:&- . 


-21.38 


44.20 


15.00 


152 jftSP GG 


">34:.:i3: ■ 


-20.68 




15. 0G 


152 ASP OD1 


-33.52 


-19.60 


:; ; 43^12;; - ■ 


15. OP 


152 ASP OD2 


-34.32 


-21.20 


41.84 


15.00 


152 ASP C 


-34; 83 


-23.70 • 


43.25 


15.00 


152 ASP O 


-33.94 


-24,27 


43.89 




15 3 GLU N 


-35.15 


-24.04 


42.01 


15.00 


153 GLU GA 


-34.50 


-25 .15 


41.34 


15,00 


15 3 GLU CB 


-35.16 


-25.45 


40.00 


15; 00 


153 GLU CG 


-34.95 


-24.38 


38.96 


15 . 00 


153 GLU CD 


-35.39 


-24.81 


37,56 


15. OP 


153 GLU OE1 


-35.72 


-26.00 


37.37 


15. OP 




150 1YR CA: 
150 Ttk'':CB^ 
150 TYR CG 
; 150 TYR CD1 



-39.31 -20.92 

-38.12 ^20.36 

-36.84 -20.29 

-36.67 -19.30 
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TABLE V 

153 GLU OE2 
153 GLU c 

153 GLU O 

154 SER N 
154 SER CA 

. 154 SER CB 
154 SER OG 
154 SER C : 

154 SER O 

155 CYS N 
,155 CYS CA 

155 CYS 0 
155 CYS CB . 

155 CYS SG ■ < 

156 ASN N 
156 ASN CA 

\-:,.156 ASN CB 

156 ASN Obi 

156 ASN ND2 
' 156 ASN C 
■' 156 ASN 0 

157 SER N 
157 SER CA 
157 SER CB 
157 SER OG 

.': 157 SER C 

157 SER 0 

158 ASP N 
158;. ASP CA ' 
158 ASP CB 
158 ASP CG 
158 ASP OD1 
158 ASP OD2 
158 ASP C 

158 ASP O 

159 ASN N 
159 ASN CA 
159 ASN CB 
159 ASN CG 
159 ASN OD1 





36.66 


is no 


. -42 ;-9{ 


* •*3« U4 


41 17 


- 1 AA 


-32i3C 




40 92 


XD . UU 


-32. 4£ 


i i-23.80 


41.32 


15 hn 


-31.02 


|;r23^56 


41.18 


15.00 


-30.77 




40.66 


15.00 


-31.56 


-21 91 


39 50 


.1 C. . A A 

XD . UO 


-30.23 


—23.82 


42.46 


15 nh 
xo . uu. 


-28.9? 


-21 76 


42. 45 


15 00 


-30.94 




43.53 


15 OA 


-30.35 

• >^29v60. 


•••' : ^2^-'-7T 


44 ft 4 


1C A A 

Xp . 00 


• -30.20 


w •. : *.X 

7 i> 


44 .92 
44 .85 


15 00 

A3 . U U: 

15 nh 

*w • UU. . 


-31 43 




45 91 


1 5 rin 
xp . uu 


-30.84 


: - : ":i-i'2"T : 76 


47 51 


1C A A 

Xd .00 




■.• •"4-3 ,. 64 


45.11 


15 on 
XD . uu 


-27 46 


: — fp . 


45 on 

*D . 


1 tr An 
XD . 00 


- 26 ^ fli ft 


-26.58 


44 61 


|C A A 

XD . Uy 


: -2'5 : - ; - : 9 -6 V; 

• : •^C:3 : :.- : X;p;.-. 


' : - : -O *T : - ft t 

-27; 85 


44' if Q 


15.00 




* o . 57 / 


4 4 *; £ 


15 .00 


■ :■ 


t4 / . 69 


44 26 


XD . UU 




-47.51 


46 5B 


1 C A A 
XD . 00 


:-:-:f W-«: ; ./'fll - .: 


-4o .95 


47 51 


15.00 


-27 .78 • 


40 . / o 


46 65 


it An 

Xd . uu 


-27.73 


-29 5 T 


47 88 


re. nn 

XD . UU 


, t28 . 66 




47.80 


15 nn 

• VU 


:\r-2'8'v ; 22:d 




46 80 


15 nn 
XD . uu 


-26v33 




48 29 


ic An 
XD . UU 


-26.16 


-iA: CO 

Ay. ?Q 


49 15 


XD • UU 


-25 34 


/ X 


47 43 


i< nn 
XD . uu 


-23 v:f95 - 


.rn 07 
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It Aft 

XD • UU 
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— DU.2J4 
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XD . UU 
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ic nn 
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47 -47 
™ / •M i. 


IC Aft 

Xd. UO 
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45.38 


15 nn 

XD....UU 


-23.09 


-28.84 


47.97 


15 00 

XD . UU 


-21.86 


-28.90 


47.96 


15.00 


-23.76 


-27.70 


48.14 


15.00 


-23.08 


-26.45 


48.42 


15.00 


-23.32 


-25.45 


47.30 


15.00 


-22.57 


-24.14 


47.51 


15.00 


-21.74 


-24.00 


48.41 


15.00 



WO 97/16177 PCTAJS96/I7512 

TABLE V 

159 ASN:ND2 -22.86 -23.16 46.67 15.00 

159 ASN C -23.69 -25.99 49.73 15.00 
15 9 ASN O ^24.50 -25;06 49.75 ■ 15.00 

160 LEU N -23 .39 -26.71 50.81 15.00 
' ;i!60::;LEU/pi: -23.89 -26.38 52.15 15.00 

i*0> LEU |CB ';|23..i 90 -27i 62 53 .06 15.00 • 

160 LEU CG -24.57 -28.92 52.58 15.00 

160 t^ ODl -24.38 -30.01 53.60 15; 00 

160 LEW GD2 -26.04 -28.72 52.33 15.00 

160 LEU C -23.01 -25.25 52.70 15.00 

160 LEU 0 -21 . 92 -25 .48 53 .22 15 . 00 

161 ASN N -23 .52 -24 .02 52. 60 15 .00 
161 ^ VGA r22.76 -22.83 53.00 15 00 
161 ASN CB -22.57 ^21.92 51.79 15.00 
161 ASN CG ^23.88-21.63 51,05 15.00 
161 ASN OD1 -24.76 -20.95 51.55 15.00 

• ' 161 ASN;ND2 -24 .00 ' -22 .18 ' . 49 . 86 ' 15 .00 

161 ASN C -23.26 -22,01 54.20 15.00 

161 ASN O V22.55 -21.12 54.69 15.00 

162 HIS N -24 v46 -22.32 54.68 15.00 
162 HIS CA -25.05 -21.57 55.79 15.00 
162 HIS CB -25.96 -20.49 55.23 15.00 
162 HIS CG -26.59 -19.59 56.25 15.00 
162 HIS CD2 -27.87 -19.21 56.42 15.00 
162 HIS ND1 -25.86 -18.91 57.21 15.00 
162 His CE1 -26.66 -18.14 57.91 15.00 
162 HIS NE2 -27.89 -18.30 57 .45 15.00 
162 HIS C; -25.78 -22.50 56.78 15.00 

162 HIS O -26 .69 -23.22 56. 39 15.00 

163 ALA N -25.32 -22 .55 58.02 15.00 
163 ALA CA -25.96 -23.37 59.05 15.00 
163 ALA CB -24; 98 -23.74 60.15 15.00 
163 ALA C -27.13 -22/57 59.62 15.00 

163 ALA O -26 : 96 -21.42 60. 03 15.00 

164 VAL N -28.29 -23.20 59.71 15.00 
164 VAL CA -29 .50 -22 .54 60.16 15.00 
164 VAL CB -30.35 -22.26 58.88 15.00 
164 VAL CGI -31,36 -23.35 58.63 15.00 
164 VAL CG2 -30.92 -20.89 58.89 15.00 
164 VAL C -30.20 -23.45 61.21 15.00 

164 VAL O -29 .65 -24.48 61.57 15.00 

165 LEU N -31.35 -23.06 61.74 15.00 
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ifeS^LEU:-^ 
165 LED GB ■ 

165 LEU CD1 

; 165:i^GD2 
165 LEU C 

165 LEU ;o '.- 

■■ * 66 ALA N 
" : . . 16:6 AIA CA 
'■ 166 CT 

\ 166 ALA O 

167 VAL CA 

167 VAL CGI 
167 VAL CG2 
167 VAL C 

167 VAL O 

168 GLY N 

168 GLY C 

169 Tm n 

:>.. 169 TYR 

169 TYR CB 
169 TYR CG 
16? TYR GDI " 
169 TYR GEl 
169 TYR GD2 
169 TYR GE2 
169 'TYR: ;G2 : ' . " 
- 169 TYR Oil .• 
:■- 169 TYR - 0 • 

169 TYR 6 

170 GLY N 
170 GLY CA 
170 GLY C 

170 GLY 0 

171 ILE N 
171 ILE CA 
171 ILE GB 
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TABLE V 
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15 . 00 
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:^33:. 




-24.25 


62.31 


15.00 


-34, 


,26-: 


-23.36 


61.97 


15.00 


-33 . 


83 


-25.54 


62.36 


15.00 


-35. 


:17.-;' 


-26.00 


62.00 


15.00 


-35. 


08 


-27.37 


61.33 


15.00 



-36.09 -26.07 63.23 15.00 

-36.08 -27.05 63.97 15.00 

-36.92 -25.04 63.39 15.00 

-37.82 -24,95 64.54 15.00 

-37.90 -23.48 65.05 15.00 

-3 6.52 -22 .98 65.43 15,00 

-38-52 -22.57 64.00 15.00 

-39.23 -25.53 64.35 15.00 

K40.12 -25.32 65.18 15.00 

-39 . 43 -26 . 27 63 .27 15 .00 

-40.73 -26. 86 63.04 15.00 

-40.94 -27.30 61.61 15.00 

-40.00 -27.42 60.82 15.00 

-42.21 -27.55 61,29 15,00 

-28 .00 59 . 98 15.00 

-42 . 14 -29. 44 59.67 15 .00 

"4>2-65 -30.54 60.59 15.00 

-43.92-31.12 60.41 15.00 

-44>37 -32.15 61.25 15.00 

-41-86 -31.02 61.63 15,00 

42.31 -32.06 62.47 15 00 

r43,57 -32.61 62 .27 15.00 

-«-00 -33 .61 63 .11 15.00 

-44.14 -27.91 59.91 ISiOO 

-44.83 -27.98 60.92 15.00 

-44 .65 -27. 78 58. 70 15. 00 

-46.08 -27.68 58.51 15.00 

•46.38 -27.73 57.04 15.00 

•45.57 -28.17 56.24 15.00 

47 -52 "27.17 56. 68 15.00 

47.97 -27.14 55.30 15.00 

48.87 -28.38 55.01 15.00 



WO 97/16177 

TABLE V 



171 ILE CG2 


-49.85 


-28 .63 


56 15 

JO . X J 


171 ILE CGI 


-49.58 


-28.25 


53 67 


171 ILE GDI 


-50.27 


-29 51 


53 26 


171 ILE C 


-48.71 


-25.83 


55.06 




. -49v:51 


-25 .40 


55.88 


172 GI^ N 


-48.35 


-25/13 


53 99 




-48v99 


-23/87 


53 65 


172 Gl^ 


-48.01 


r-22.70 


53 .72 


172 GLN CG 


>4R.67 


-21.36 


53 62 


172 GLN GD 
172 GLN QE1 
172 <^ 


-47 .71 

•- i 47..3'5 " 
^47.57 


^io . 23 
-19v55 ' 


53 AO 
55 ft*v 
52 84 


172 GLN C 


•-49^60 


-24 00 


CO 

-J— ■ : A 3 


172 GLN 6 


-48.88 


" : '-'^24- ''M- ■ 


51 7£ 


173 N 


-50.93 


-23 99 


57 on 


< : U73' : ; : -lar& CA 


r51 68 




C A : QO 


173 LYS CB 


-51. 66 


-22 89 


5ft in 

Ju • XU 


173 LYS CG 


-52V38 


-23 01 


■ 4Q OO 


173 LYS CD 


-53 .92 


*J ..JLw 


AO *7Q 


173 1^ CE 


-54 .45 


-74 A A 


AO AO 


173 LYS NZ 


-54.10 


-25 . 73 


4ft 70 


173 LYS C 


-51 ; 15 






173 LYS Q 


-50 .54 




^27 • X^ 


1*74 GLY N 


-51.31 


-26 53 


5ft 77 
3 U . / / 


174 GLY CA 


-50.84 


-27 73 


5ft 1ft 

JU • XU 


174 GLY C 


-49.36 


-27.74 


40 7fi 


174 GLY 0 


-48 .95 


-28 42 


4 A A7 


175 ASN N 


-48.57 


-26 97 


5 ft 5ft 


175 ASN CA 


-47.12 


-26 90 


5ft "*ft 


17 5 ASN CB 


-46. 69 


-25 54 




175 ASN CG 


-46.88 


-25 43 


AO OA 


17 5 ASN OD1 


-45.91 


-25 39 


47 AP 


175 ASN ND2 


-48 13 


-25 3fi 


47 7Q 


175 ASN C 


— .v • — v 


-37 1 A 

Aim X O 


3x . OX 


17 5 ASN O 


-46 33 


-26 31 


CO /Q 


176 LYS N 


-45.91 


-28 41 


5 1 

3X . 70 


176 LYS CA 


-45.18 


-28.82 


52.97 


176 LYS CB 


-44.88 


-30.32 


52.95 


176 LYS CG 


-46.14 


-31.18 


52.92 


176 LYS CD 


-45.83 


-32.64 


52.63 


176 LYS CE 


-47 .08 


-33.51 


52.74 


176 LYS NZ 


-47.62 


-33.57 


54.13 



PiGTAJS9«/175i2 

15.00 
15.00 

- 15.00 . . 

15.0.6 

15.00 

15.00 ; ■ - 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 ... 

15.00 •• 

15.00 

15.00 

15.00 

15.00 

15.00 . 

15.00 

15.00 

15.00 

15.00 V 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
15.00 
15.00 
15.00 

15.00 

15.00 
15.00 '• 
15.00 



W097/16177 PCT/USMrt7Si2 

TABLE V 

177^^ -43.34 -27,58 52.^)7 15.00 
177 HIS N -43.42 -27,80 54 .30 ; 15.00 

, . ; 177 HIS CA - -42.23 -26.99 54.52 . .■■ 15.00 " . " 

177 HIS 03 :x:-4:2>58-.. ,^5,;5i 54.38 i 15.00 ' 



15.00 
15.00 
15.00 
15.00 
15 . 00 



177 HIS CG -43.53 -25.04 55 43 
177 HIS CD2 -43.36 -24.83 56.76 
177 HIS ND1 -44.87 -24.83 55 18 
177 HIS CE1 . -45.48 -24.50 56 31 
177 HIS NE2 -44:59; -24:50 57.28 - . 4 , vu 
™ ™ C -41." -27.24 55.88 IS.'oO 

"!^f° " 42 * 21 " 27 - 92 56.71 15.00 

15.00 
15:00 
15.00 
15.00 
15.00 
15.00 



178 TRP B -40,49 -26.58 56. 12 

178 TRP CA -39.74 -26.60 57.38 

178 TRP CB -38.28-27.02 57.18 

178 TRP CG -38.08-28.36 56.62 

178 .TRP CD2 -38.10-29.59 57 34 

.178; TRP CE2 : . ' -37. 84 -30 .62 : 56^41 

- I !!2!^ 3 -38,30 -29.94 58:68 15.' 00 

15.00 



178 TRP CD1 -37.82 -28.67 55.32 

178 TRP KE1 -37.68 -30.02 55,18 15." 00 

178 TRP C22 -37.79 -31.98 56.77 15 00 

178 TRP C23 -38.25 -31.28 59.05 15.00 

178 TRP CH2 -37.99 -32.28 58.09 15.00 

178 raP C "39.76 -25.15 57.89 15.00 

178 TRP Q -39.63 -24.21 57.10 15.00 

179 ILE N -39.96 -24.95 59.18 15.00 
179 ILECA -39.96 -23.60> 59 .72 15.00 
179 ILE CB -40.92-23.46 60.92 15.00 
179 ILE CG2 -41.00 -22.01 61.38 15.00 
179 ILE CGI -42.33 -23.91 60.50 15.00 
179 ILE CD1 -43.31 -23.94 61.64 
ITS ILE C -38.50 : -23.37 60.10 

179 ILE O -37.97 -24:03 61.00 

180 ILE N; -37.84 -22.48 59^36 
180 ILE CA -36.43 -22.18 59^55 
180 ILE CB -35.67 -22.22 58.19 
180 ILE CG2 -34.25 -21.74 58 35 
180 ILE CGI -35.73 -23.63 57." 58 
180 ILE GDI -35.19 -24.73 58 48 
180 ILE c "36.14 -20.84 60.22 15.00 
180 ILE O -36.63 -19.80 59.79 15.00 



V4i 



15.00 
15.00 
15,00 

is. 00 

15 .00 
15.00 
15.00 
15.00 
15.00 



WO 97/16177 

181 LYS N 
181 LYS CA 
181 LYS CB 
181 LYS CG 
181 LYS CD 
181 LYS CE 
181 LYS NZ 
181 LYS C 

181 LYS O 

182 ASN N 
182 ASN CA 
182 ASN CB 
182 ASN CG 
182 ASN DDI 
182 ASN ND2 
182 ASN C ; 

182 ASN O 

183 SER N 
183 SER GA 
183 SER CB 
183 SER OG 
183 SER C 

183 SER O 

184 TOP N 
184 TOP GA 
184 TOP CB 
184 TRP CG : 
184 TRP CD2 
184 TOP CE2 
184 TRP CE3 
184 rap CD1 
184 TOP NE1 
184 TRP CZ2 
184 TOP CZ3 
184 TOP CH2 
18 4 rap c 

184 rap o 

185 GLY N 
185 GLY CA 
185 GLY C 

185 GLY O 

186 GLU N 



PCT7US96/17512 

' TABJf V ' 

-35.33 -20,88 61.27 15.00 
-34-93 -19,68 62:. 01 15.00 

. ■ -34;. 89 ^19.94} ■ 63 .51 ; 15.00 ■ , 
-34.35 -18.76 64.31 15,00 
734.18 -19.11 65.77 15.00 
: -33.68 -17.92 66.56 . 15.00 

-33.51 . -18.24 : : . 68.01 [ 15.00 
, -33.55-19.25 61.51 15.00 
-32.61 -20.03 61.53 15.00 

-33.43 -18.00 61.07 15.00 

-32.16 -17.49 60.56 15.00 

-32 .35 -16 .82 59. 19 15.00 

-31.05 -16.69 58.41 15.00 

-30.02 -17.26 58.78 15.00 

"31.09 -15.95 57.31 15v00 

-31.49 -16.53 61.56 15;00 

-32.12 -16.09 62.52 15.00 

-30.20 -16.28 61.35 15.00 

-29.44 -15.37 62.20 15.00 

-28.30 -16.09 62.93 15.00: 

-27.53 -16.88 62.05 15.00 

-28.93-14.14 61.42 15; 00 

-27.77 -13.73 61.54 15.00 

-29.81 -13.60 60.57 15.00 

-29.50 -Vl2i4lf ; 59. 78 15.00 ' 

-29.71 -12.65 58.29 15.00 

-28.64 -13.47 57.67 15.00 

-28.66 -14.06 56.37 15.00 

-27.47 -14.81 56.23 15.00 

-29.58 -14.04 55.31 15.00 

-27.46 -13.86 58.25 15.00 

-26.76 -14 ? 67 57.39 15.00 

-27.18 ■ -15.53 ■ . 55.06 ; 15 V00 

-29.29 ^14 ;76 ; : 54.16 ■ 15,00 

-28.09 -15.49 54.04 ■ 15 ; 00 

-30 .34 -11.22 60. 27 15 .00 

"30.59 -10.27 59.53 15.00 

-30.78 -11.31 61.52 15.00 

-31.57 -10.25 62.10 15.00 

"33.05 -10.45 61.90 15.00 

-33.50 -11.18 61.01 15.00 

-33,81 -9.76 62.75 15,00 



WO 97/16177 PCT/US96/17512 

TABLE V 

186 GLU CA -35.27 -9.78 62 >74 

186 GLU CB -35.81 -9.15 64.05 

186 GLU CG -37.34 -9.12 64.18 

186 GLU CD -37.84 -9.82 65.44 

186 GLU OE1 -37.53 -9.33 66.55 



15.00 
15.00 
15.00 
15.00 
15.00 



186 GLU OE2 -38.54 -10.87 65.33 15*00 

186 GLU C -35.85 -9.11 61.50 

186 GLU O -36.99 -9.36 61 12 

187 ASN N -35.05 -8.27 60.84 
. ■ 187 ASN CA - -35.52 -7.59 59.64 

187 ASN CB -35.00 -6.16 59 56 

187 ASN CG -36.02 -5.17 60 07 

187 ASN OD1 -35.91 -4.68 61 20 

187 ASN ND2 -37.05 . . ^4.90 59 25 
187 ' ASN C : ' :■" . -35 . 23 -8.31 ^ 58 *33 

187 ASN O -35.26 -7.72 57 27 

188 TRP N -34.94 -9.60 58.43 
188 TRP CA -34.68 -10.39 57.25 
188 TRP CB -33.32 -iLlO 57' 33 
188 TRP CG ^33.12 --12.00 : ; 56*19 
188 TRP CD2 -33.49 -13.38 56 12 
188TRPCE2 -33.22 -13.81 54.80 15*O0 

:. 188 TRP CE3 , -34.04 -14.29 57. 03 

188 TRP CP1 -32 .64 -11 . 66 54 96 

188 TRP NE1 -32.71 -12.74 54.12 

188TRPC22 -33.48 -15.13 54.37 

188 TRP C23 -34.30 -15.60 56.60 15.00 

188 TRP CH2 -34.02 -16.00 55.28 ' 15.00 

188 TRP; C "35 .82 -11 .39 57. 10 15.00 

188 TRP O -36.41 -11.81 58.09 15.00 

189 GLY N -36.11 -11.76 55.85 
189 GLY CA , • -37 .16 ■ -12 .72 55 57 



15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

is. 00 

15.00 
15.00 
15.00 
15.00 



15.00 
15.00 
15.00 
15.00 



15.00 
15.00 



189 GLY C -38.43 -12.37 56.32 15*00 

189 GLY O -38.82 -11.20 56.40 

190 ASN N -39.08-13.38 56.89 
190 ASN CA -46,30-13.15 57 64 
190 ASN CB -41.37 -14.19 57.30 
190 ASN CG -42.78 -13.73 57.68 15.* 00 
190 ASN DDI -43.76 -14.38 57.34 15 00 
190 ASN ND2 -42.88 -12.59 58. 37 15 . 00 
190 ASN C -40,02 -13.14 59.13 15.00 
190 ASN O: -40.22 -14.15 59.80 15.00 



15 . 00 
15 .00 
15, 00 
15.00 



WO 97/16177 

191 LYS N 

191 liYSi (CA 
191 LYS OB 
• 191 LYS 
191 LYS GD 
v 191 LYS CE 

191 1^ NZ 

191 LYS G 
: •;".>,••• ; . 191 LYS 6 

192 GLY N • 

.... 192 GLY JG 

193 TYR N 

■ • \\i0^Tm-&^ 

193 TYR CB 

• •' ; 193 TYR CG 

193 TYR GDI 

193 TYR GD2 

•- • 193 TOR GE2 

193 TYR OH 

193 TYR ;C 

194 ILE N 

: 194 £t^: ; :GA : ; :V - 
194 ILE GB 
194 ILE C(32 
194 ILE CGI 
19 4 ILE GDI 

• , 194 ILE C 

194 ILEi O 

195 LED N 
195 LEU CA 
195 LEU CB 
195 LEU CG 
195 LEU CD1 
195 LEU CD2 
195 LEU G 

195 IJETC p 

196 MET N 



PCI7US96/17512 

TABLE V 

.: : ;z$S£56 -11.99 59-63 15.00 

: ;.^3?-23' -ii.78 61.05 15 . 00 

-40.40 -i2.il 61.99 15.00 

-41*62 -11.23 €1.84 15 .00 

-42 .63 -11. 52 62.95 15.00 

-43.39 -10.85 (52.71 15.00 

; ;.'^4%^*- ■/ -11.70 61.92 15.00 

-37.98 -12158 61 .45 15. 00 

; ^37-79 -12 . 95 62 .61 15. 00 

%37.13 -12.82 60.45 15.00 

-35.90 -13.56 60.66 15.00 

>36.13 -15.04 60.40 15.00 

-35.29 -15.88 60; 72 ±5.00 



-37y28 


;. -15; 34 


59.80 


15 00 


-37^66 


-16.70 


59. 49 


15 OO 

. WW 


-38-91 


-17.11 


60.25 


15.00 


/-38v66 


-17.45 


61.68 


15.00 


-38.59 


-16.46 


62.66 


is .oo 


.'r-38'p3' 


-16.78 


63.98 


15.00 


-38.48 


-18.78 


62.07 


15.00 


-38.22 


-19.11 


63.38 


15.00 


-38.15 


-18.11 


64 34 


15 . 00 




-18.43 


65.64 


15.00 


-37.86 


-16.93 


58.01 


15.00 


-37.92 


-15.99 


57.22 


15.00 


-37.97 


-18.20 


57.65 


15.00 


-38.20 


-18.60 


56.28 


15.00 


-36.88 


-18.58 


55.44 


15.00 


-35.81 


-19.44 


56.08 


15.00 


-37.16 


-19.03 


54.00 


15.00 


-36.05 


-18.68 


53.02 


15.00 


-38.85 


-20.00 


56.28 


15.00 


-38,54 


-20 .83 


57.14 


15.00 


-39.84 


-20.20 


55.42 


15.00 


-40.50 


-21.49 


55.30 


15.00 


-42.00 


-21.36 


55 .08 


15.00 


-42.81 


-20.66 


56.16 


15.00 


-44.27 


-20.65 


55.77 


15.00 


-42.60 


-21.36 


57.49 


15.00 


-39.83 


-22 .09 


54.09 


15.00 


-39.85 


-21.47 


53.04 


15.00 


-39.17 


-23.23 


54.23 


15.00 
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' 196 MCT 
■ -.19 6 MET, CB 

196 1^ CG 

CE 

;V.-M* ;v ^^W - 

197 ALA N 
197 ALA CA 
197 ALA CB 
197 ALA C 

197 ALA O 

198 AR<3 N 
198 ARG CA 
19 8 ARG CB 

V-\%9B ARG CG 

198 ARG NE 
198 ARG CZ 

198 ARG NH1 
■- 198 ARG NH2 

■ : ; 198 ARG C 
• ... 198 ARG,'. o. 

199 ASN N 
199 ASN CA 
199 : ASN CB 
19? ASN CG . 

199 ASN OD1 
19 9 ASN ND2 
X^9 ^ C ■; 

200 LYS N 
200 LYS CA 
200 LYS CB . 

■"■■7 200 LYS CG 
200 LYS CD .. 
: 200 LYS CE 
. 200 LYS NZ 
200 LYS C 

200 LYS O 
." ; 2;01 ASN N 

201 ASN CA 



PCT/US9(&ri75i2 





TABLE V 






1 -23.84 


' /53 . 10 


15.00 


w :/ •VI 


-24.08 


53.39 


15.00 


OO. xj 


-22.83 


53.37 


15.00 


ill AC 


•>>;-23 : ;i9 


53.93 


15.00 




-23.67 


:' 52.36 


15 .00 


:;':-3:9^;i7: 


-25.14 


52.72 


15 . 00 




-25.89 


53.59 


15.00 




-25.41 


51.41 


15.00 


- • oo 


-26.62 


50,87 


15.00 




-26.70 


49,36 


15.00 


r 3 B a 42 


-27.93 


• 51.53 


15.00 




-28.21 


51.67 


15.00 


~4U . 41; 


■ -28.73 . 


51.91 


15.00 


_/n ID 
~4U . lo 


-30.01 


■ 52.57 


15.00 


-4U • II 


-30.03 


53.98 


15.00 


-4y . 7o 


-31.39 


54.66 


15.00 


^41. 18 


-31.28 


56.12 


15.00 




-30.73 


56.31 


15 .00 


^43. 63 


-31.47 


56.40 


15.00 


-43.55 


-32.80 ; 


56.31 


15.00 


' —AA on 


-30 .89 


56.62 


15>00 


-4 ft 7 A 

5*V ":• I % 


-31,13 


51.71 


15.00 


-il OA 

-41 • 84 


-31.00 


51.16 ■ 


15.00 




-32.21 


, 51.61 


15.00 




^33 .37 '.; 


50,81 


15.00 


•*1. 


-33.92 


51.23 . 


15.00 


41 . 71 


-34.55 


52 . 61 


15.00 


-4U . o 7 


-34.60 


53.26 


15.00 


-4<s . ©7 


"35 .01 


53.07 


15.00 


~4v . Ji 


-33.04 


49,32 


15.00 


-4 1 . lq 


-33.43 


48.57 


15.00 


OQ Oft 


-32.27 


48 . 92 


15.00 




t31.88 


47.54 


15.00 


-J2J.40 


-30; 41 


47.32 


15.00 


"J 27. 74 


-30.07 


45.87 


15.00 


•41.464 


-30.05 


45.59 


15.00 


►A 1 QO 
4i> 27 Z 


-28.93 


46.40 


15.00 


4v * 41 


-28.84 


46.21 


15 . 00 


37.68 


-32.17 


47; 16 


15 .00 


36.89 


-31.26 


46.91 


15.00 


•37.34 


-33.46 


47.14 


15.00 


36.00 


-33.95 


46.83 


15. 00 



1TV 
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TABLE V 

'■" ; 201 ASN CB -35.78 ^^02:^-' V*5*3'£-s 15.00 

201 ASN CG -36.19 -32.75 44; 59 15.00 

201 ASN OD1 -37.20 -32.72 43.87 15.00 

201 ASN ND2 -35.40 -31.70 44;76 15.00 

201 ASN C -34.84-33.24 47.54 15.00 

201 ASN O -33.84 -32.88 46.92 15.00 
. • ■ . 202 /ASN;:;N,,/ ;.: . -34. 98 ■ -33.11 • 48:86 15.00 

202 ASN CA -33.97 -32.49 49.74 15.00 
202 ASN CB -32.74 -33 .42 49.89 15.00 

• • 202 ASN CG : -31.91 . -33 .12 \ 51.13 : 15 . 00 

202 ASN ODi -32.36 -32.48 52.07 15.00 ' 

202 ASN ND2 -30 .67 -33.60 51.13 15.00 

202 ASN C -33.56 -31.08 49.33 15.00 

202 ASN 6 -32.39 -30.82 49.02 15.00 

203 ALA N -34.51 -30.16 49.36 15.00 
203 ALA H -35.31-30.45 49.85 15.00 
203 ALA CA -34.34 -28.77 48.93 15.00 
203 ALA CB -35.57 -27:93 49.27 15.00 
203 ALA C -33.15 -28.14 49.67 15.00 

203 ALA O -33.11 -27.98 50.89 15. 00 

204 CYS N -32.16 -27.74 48.86 15.00 
; 204 CYS CA -30.95 -27.06 49.31 15.00 

204 CYS C -30.08 -27.85 50.28 15. 00 

204 CYS O -29.25 -27.26 50.98 15.00 

204 CYS CB -31 .27 -25.68 49.90 15.00 

204 CYS SG -32.21 -24.52 48.84 15.00 

205 GLY N -30.24 -29:17 50.32 15 .00 
205 GLY CA -29.45 -29.99 51.22 15.00 
205 GLY C -29.93 -29.89 52.66 15.00 

205 GLY O -29.14 -30.07 53.60 15.00 

206 ILE N -31.23 -29.68 52^83 15.00 
206 ILE CA -31.84 -29.52 54.15 15.00 
206 ILE CB -33 . 39 -29.24 54.01 15.00 
206 ILE CG2 -34.12 -36.44 53.42 15.00 
206 ILE CGI -34.00 -28.84 55,35 15.00 
206 ILE CD1 -33.66 -27.44 55.81 15. 00 
206 ILE C -31.57 -30.69 55.11 15.00 

206 ILE O -31.39 -30.47 56.31 15.00 

207 ALA N -31.46 -31.91 54.59 15.00 
207 ALA CA -31.21 -33,09 55.42 15.00 
207 ALA CB -32 .32 ^34 .12 55 \ 21 15.00 
207 ALA c -29.83 -33.73 55.24 15.00 
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207 ALA 0 

208 ASN N 
208 ASN CA 
208 ASN GB 
208 ASN CG 
208 ASN PDl 
208 ASN ND2 

208 ASN C 
■ 208 ASN O 

209 LEU N •:■ 
209 LEU CA 
209 LEU CB 

" ' 209 LEU CG 
209 LEU CD1 
209 LEU CD2 
■ ■ [ 209 LEU C 

209 LEU O '• 

210 ALA N 
210 ALA H 
210 ALA CA • 
210 ALA CB 
210 ALA C 

210 ALA O 

211 SER N 
211 SER CA 
211 SER CB 
211 SER OG 
211 SER C 

211 SER O 
; 212 PHE N 

212 PHE CA 
212 PHE CB 
212 PHE CG 
212 PHE CD1 
212 PHE CD2 
212 PHE CE1 
212 PHE CE2 
212 PHE CZ 
212 PHE C 

212 PHE O 

213 PRO N 
213 PRO CD 
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TABLE V " 

-29.58 -34.86 55.66 15.00 

-28.92 -32.98 54.65 15.00 

-27.58 -33.50 54;42 15.00 

-26.91 -32.79 53.25 15.00 

-27.23 -33.43 51.92 15.00 

-27. 61 -34.59 51.86 15,00 

-27.06 -32.67 50.84 15.00 

-26.68 -33.44 55.65 15.00 

-25.80 -34.29 55.81 15.00 

-26.91 -32,46 56,52 15.00 

-26. 09 -32. 29 57.72 15.00 

"24.96 -31.30 57.44 15.00 • 

-23,70 -31.44 58.30 M5J00 

-22.81 -32.53 57.75 15.00 

-22-35 .. ■ -30,12 ' 58 .33 : -15 . 00 ■ 

-26.86 -31.91 58.99 15.00 

-26.12 -31.04 59.74 15.00 

,-27.99 -32.56 59,23 15.00 

-27.89 -32.43 58.64 15.00 

-28.78 -32.25 60.42 15.00 

-29.43 -31.67 60.51 15' 00 

-28.24 -33.03 61.63 15.00 

-27.87 ^34.20 61,51 15.00 

-28 . 17 -32 ,3 5 62. 78 15.00 

-27.71 -32.98 64.03 15.00 

-26.19 -33.01 64.15 15.00 

-25.65 -31.71 64.29 15.00 

-28.32 -32.28 65.24 15.00 

-28.93 -31.20 65,11 15.00 

-28.18 -32.89 66.41 15.00 

-28.74 -32.30 67,61 15 .00 

-30.25 -32,56 67.71 15.00 

"30.62 -34.00 67.79 15.00 

^31.04 -34.69 66 .66 15.00 

-30.53 -34.69 69.00 15.00 

-31.36 -36.03 66.73 15.00 

-30.85 -36.04 69.07 15.00 

-31,27 -36.71 67.94 15.00 

■28.01 -32.78 68.87 15.00 

■27.55 -33.94 68.95 15.00 

■27.92 -31.91 69.88 15.00 

28.60 -30.60 69.99 15.00 
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213 PRO- CA 
213 PRO CB 
213 PRO GG 
213 PRO C 

213 PRO 0 

214 LYS N 
214 LYS CA 
214 LYS CB 
214 LYS CG 
214 LVS CD 
214 LYS CE 
214 LYS NZ 
214 LYS C 

214 LYS O 

215 MET N 

V 215 MET CA 
215 MET CB 
215 MET CG 
215 MET SD 
215 MET CE 
215 MET C 
215 MET OT1 

215 MET 0T 2 

216 HOH OH2 

217 HOH 0H2 

218 HOH OH2 

219 HOH OH2 

220 HOH OH2 

221 HOH OH2 

222 HOH OH2 

223 HOH OH2 

224 HOH OH2 

225 HOH OH2 

226 HOH OH2 

227 HOH OH2 
22 8 HOH OH2 

229 HOH OH2 

230 HOH OH2 
2 31 HOH OH 2 

232 HOH OH2 

233 HOH OH2 

234 HOH OH2 
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TABLE ;V 



-27.25 


^32:25i: 


71;>13: 


15.00 


-27.11 


-30.89 


71.80 


15:00 


-28.44 


-3 0.2 6 


71.47 


15,00 


-28.13 


■ -33il7 


71 qc 




-29.36 


-33.23 


: 71, 7 9 : 


15 nh 


-27.48 


-33.94 


72> 132 


is 00 


-28.19 


-34.82 


• 73l 72 


15.60 


-27.71 


• -36i27 ■ 


" 73 . 59: . 


is. 00 


-27.91 


. -36.90 


72-23 : 


is 00 


-27.28 


-38.29 


72 16 


1 K no 


-25.79 


t38v27 


72,50 


15 .00 


-25,11 


-39.56 


72vil8 


isido 


-27.84 


-34.26 


75 vo^ 


15 00 


-26.76 


-33.71 


75.24 


re nn 


-28.79 


. -34.27 


75.99 


15 00 


-28.55 


-33.78 ■ 


77-34 


•,*^. « Vy. ; 


-29.47 


-32 .60 


77>;70 


15 no 


-29.12 


-31.30 


76,96 


15 nn 


-29.59 


-29U73 


77.80 


15. 00 


-28.68 


-28.54 


76.81 


15 .00 


-28.66 


-34.93 


78v34 


15.00 


-27.81 


-35.01 


79l26 


15. 00 


-29.54 


-35.80 


78; 16 


15. 0Q 


-40.32 


-20.86 


90.40 


15.00 


-20.71 


-32.43 


79.67 


15.00 


-31.33 


. -16.38 


65,47 


15 .00 


-29.76 


-17 . 63 


70 .42 


15 .00 


-7.13 


-18.39 


66.48 


15 00 


-15.45 


-12. 55 


73.01 


15 .00 


-34.69 


-23 . 23 


69 .94 


15. 00 


-11.03 


-30.64 


72.74 


15 . 00 


-30.92 


-18.33 


68.20 


15 .00 


-24.49 


-30.79 


61.59 


15.00 


-15.06 


-10.95 


61.61 


15. 00 


-14.14 


-21.84 


66.38 


15 . 00 


-45.46 


-29.94 


49.49 


15 00 

Ay a \J\J 


-45.53 


-34.98 


55.75 


15.00 


-37.47 


-12.36 


67.54 


15.00 


-32.59 


-13.97 


60,21 


15.00 


-23.45 


-33.51 


51.76 


15.00 


-9.95 


-25.41 


63.34 


15.00 


-57.83 


-31.91 


39.28 


15.00 



>5? 
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' TABLE V^; . 
235. HOH OH2 .., -30-05 r 2oW^&45: 15.00 : 



15.00 
15.00 
15,00 



15.00 
15.00 
15.00 



236 HOH OH2 -22.11 -29.91 61 97 

237 HOH OH2 -26.54-11.16 68.27 

238 HOH OH2 -28.19 -16.14 71 94 

239 HOH OH2 -26.07 -26.03 83C66 15*00 

240 HOH OH2 ., -35.84 -27.16 51.26 15*00 

241 HOH OH2 -35.66 -24.80 49.57 15 0 0 

242 HOH OH2 -46.96 -32.65 56C91 15*00 

243 HOH OH2 -25.39 -9.00 77 82 

244 HOH OH2 -41.61 -14.85 64*38 

245 HOH OH2 -18.39 -3.01 63 15 

246 HOH OH2 -33.49 -28.51 70*47 ^5* 00 

247 HOH OH2 -48.24 -19.58 79.27 15 00 
248HOHOH2 -17.16 -11.08 74.86 15*00 
249HOHOH2 -7.77 -18.99 72.85 15*00 

250 HOH OH2 -12.50 -24.63 81.88 15.* 00 

251 HOH OH2 -28.11 -35.31 58.10 

252 HOH OH2 -35.24 -11.03 53.39 

253 HOH OH2 -31.85 -28.95 46.18 

254 HOH OH2 -35.11 -24.97 46 75 

255 HOH OH2 -42.46 -38.44 54.*37 Is.oi 

256 HOH OH2 -37.82 -16.40 67.58 15.00 

257 HOH OH2 -43.11 -16.23 66 45 

258 HOH OH2 -36.79 -9.70 73 69 

259 HOH OH2 -34.92 -15.40 75 95 

260 HOH OH2 -32.03 ; -7.39 60*30 Is'oo 

261 HOH OH2 -19.94 -8.07 62.81 15.00 
III !1 0H OH2 -33.79 : 420.76 69.68 15.00 

15.00 
15.00 



15.00 
15.00 
15.00 
15.00 



15.00 
15.00 
15.00 



263 HOH OH2 -33.86 -45.02 74 42 

264 HOH OH2 -11.97 -27.02 71 08 

265 HOH OH2 -8.26 -25.33 61.28 ll'Z 

266 HOH OH2 -19.53 -42.28 58.81 15.00 

267 HOH OH2 -20.68 -32.75 61.19 15.00 

268 HOH OH2 -24.87 -33.89 60.62 15.00 

269 HOH OH2 -2.83 -32.79 71.85 15.00 

270 HOH OH2 -14.43 -40.52 59.53 15.00 

271 HOH OH2 -21.46 -37 . 41 78.35 15.00 

272 HOH OH2 -19.79 -36.03 71.33 15. 00 
273HOHOH2 -28.57 -35.40 88.70 15.00 
274HOHOH2 -13.04 -12.02 63.26 15.00 

275 HOH OH2 -8.63 -11.89 72.80 15 00 

276 HOH OH2 -28.58 -30.13 56.41 15.00 
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TABLE V 



277 


HOH OH2 


-29. 


86 


-20 


.69 


48 


.27 


15.00 


278 


HOH OH2 


-26. 


77 


-22 


.94 


44 


,37 


15.00 


279 


HOH OH2 


-25. 


17 




.24 


49 


.68 


15/00 


280 


HOH OH2 


-19. 


'Ml 




.57: 


49 


,99 


is. 00 


281 


HOH OH2 


: ~3f. 


: M ; : 


' 129 




;45 


.32 


15. 00 


282 


HOH OH2 


•''-37; 


69 


-30 


,43 


50 


.51 


15.00 
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TABLE VI 

Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A2) for the cathepsin K 
complex with inhibitor 2- [N- (3-benzyloxybenzoyl) ] - 
2 ' -IN' -(N-benzyloxycarbonyl-L- 
..- leucinyl ) J carbohydrazide . 



Residue Atom 


X 


'. ' Y 


Z 


B • 


1 ALA CB 


' : -53.28 


-28.69 


64.46 


15.00 




,':-?3:.'^4V- 


-30.77 


63.13 


15.00 


j. l: ALA 6 


'VS4.17* 


-31.71 


63.79 


15.00 


1 ALA N :'■ : 


-55 . 61 


• :-29i;3:6;," 


63,92 


15.00 


1 ALA CA '- : 


-54.20 


-25.34: 


■ : -:;i:63 ; i;43-' 


15.00 


2 PRO N ' 


-52 ,92 


-30 93 


62,67 


15 ,00 


2 PRO CD 


-52.55 


-29,87 


61.11 


15,00 : 


2 PRO CA 


-52.38 


-32.23 


61.65 


15.00 


'.: .2: PRO CB : 


-52 .22 


-32.03 


60.15 


15 .00 




• :-51.68 




60.09 


' 15,00 


2 PRO C 


-51.02 


■■ -32.37 


62.31 


15.00 


2 PRO 0 


-50.88 


-32.09 : 


63.50 


15,00 


3 ASP N '■ 


-50.02 


-32; 75 


■ 61.52 


15.00 


3 ASP CA • 


-48,67 


-32.92 


62 .02 


15.00 


^:;3.;ASP: CBx 


-47.96 


r34.03 


"■ 61.25 


15. 00 


3 ASP CG '-. 


-48.48 


-35.41 


61.59 


15.00 


3 ASP 0D1 : 


-49 .68 


-35.69 


61,38 


15.00 


3 ASP 0D2 ■ ; 


-47 . 66 


24: ; ' 


62,06 


15.00 


3 ASP C ■ 


-47.93 


-31.60 


61.84 


15 .00 


j3 : ;ASP v ;0 : - 


-47.35 


-31.34 


60.78 


.15; 00 


• : ;!4: : SER : :;N 


-48.02 


-30.74 


62.84 


15.00 


4 SER CA :'" 


-47.34 


-29.45 


62.82 


15.00 


4 SER CB 


-48.32 


-28.34 


62.42 


15.00 ; 


4; SER OG 


-48.91 


-28,65 


61; 17 


15; 00 


^4,'SER C ' : 


-46.76 


-29.17 ; 


''64;,:2 ; 0;::' : 


15.00 


4 SER 0 .; 


-47.33 


-29.58 


65.22 


15.00 


5 VAL N 


-45.60 


-28.54 


64.23 


15, 00 


5 VAL CA 


-45.00 


-28.20 


65 . 51 


15.00 


5 VAL CB 


-44. 16 


-29.36 


66.11 


15 . 00 


5 VAL CGI 


-42.89 


-29.57 


65.35 ■ 


15.00 


5 VAL CG2 


-43.87 


-29 .08 


67.57 


15.00 


5 VAL C 


-44.21 


-26.91 


65.37 


: 15.00 


5 VAL O 


-43. 46 


-26.73 


64.41 


15.00 


6 ASP N 


-44. 48 


-25.98 


66.27 


15 .00 
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TABLE m 

108 ARG CD -26.86 -36.86 79.28 15.00 

108 ARG NE -26.63 -38.14 78.60 15.00 

108 ARG CZ -27.58 -38.89 78.03 15.00 

108 ARG NH1 -28.85 -38.51 78.05 15.00 

108 ARG NH2 -21. 24 -40.03 77.45 15.00 : 

108 ARG C ; : -23 .64 -35.78 76.18 15:00 V 

108 ARG 0 -23.84 -36.99 76.06 15.00 

109 GLY N -23C20 -35.03 75.17 . 15,00 
109 GLY CA -22.97 >35.63 73.87 15,00 
109 GLY C -23 , 82 -34.99 72; $0 15.00 

109 GLY O : -24.27 -33.85 ' 72.95 15.00 ' 
: 110 TYR N -24.09 -35.72 71.72 ; 15.00 

110 TYR CA -24:89 -35.19 70.63 15.00 
:■ 110 TYR CB -24.12 ; -34.08 ' 69:91 15:00 

110 TYR CG -22.86 -34 .56 69,20 15,00 

%'r J&?} : 1XR.. CDl . : -21. 64 .. -34 .62 69.87 15. 00 

; 110 TYR jqil r-20.49 -35.03 69.22 15^60 

110 TYR CD2 -22.90 -34.93 67.85 15.00 

) lib" TYR CE2 : -21,75 -35.34 67.19 15.00 

><•: ; ;:ilOv;TXR. CZr >, ;•• -20.55 . -35.39 67.JB8 15:00 

110 TYR OH -19.39 -35.77 67.23 15.00 

110 TYR C -25.22 -36.28 69 .62 15.00 

110 TYR O -24.44 -37.21 69.43 15.00 

111 ARG N -26.34 -36.11 68.92 15.00 
• HI ARG CA -26.76 -37.08 67.92 15.00 

111 ARG CB -28.02 -37.81 " - 68.38 ' : ■ ; 15 . 00 . 

Ill ARG CG -27 . 81 -38.84 69.48 15.00 

111 ARG CD -28.75 -40.03 69.33 15.00 

HI ARG NE -28.01 -41.28 69 .36 15.00 

. Ill ARG CZ -27,89 -42.06 70.44 15,00 

111 ARG NH1 -27.18 -43.18 70.36 15,00 

111 ARG NH2 -28.50 -41. 73 71 .58 15.00 

111 ARG C -26,99 -36.46 66.54 15.00 

111 ARG O -27.67 -35.45 66; 41 15.00 

112 GLU N -26.41 -37,06 65.50 15.00 
112 GLU : CA -26,56 -36 .57 64.14 15.00 
112 GLU CB -25,36 -37.00 63.29 15.00 
112 GLU CG -24.03 -36.42 63.76 15.00 
112 GLU CD -23.34 -35.56 62.70 15.00 
112 GLU OE1 -23.95 -34.57 62.22 15.00 
112 GLU OE2 -22.18 -35,88 62.33 15.00 
112 GLU C -27,86 -37.13 63.56 15.00 
112 GLU O -28.64 -37.75 64.27 15.00 
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• TABLE HI ' 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

■ 15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

15.00 . 

ls.oo X^r^-/;';"-' 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

■ 15.00 

15.00 
15.00 
15.00 

15.00 •/::... 

15.00 
15.00 
15 . 00 
15 .00 
15.00 
15.00 



113 ILE N 


-28.13 


-36.87 


62.29 


113 ILE CA 


-29.35 


.V -37 .38 


61.64 


;'. 113 ILE CB ■ 


-30.38 


• -36.25 


61.34 


113 ILE CG2 


-31.67 




60.78 


113 ILE CGI 


-30.71 


-35.45 


62.60 


113 ILE CD1 


-31.50 


-36.20 


63 . 65 


113 ILE C - 


-28.85 


-37.98 


60.33 


113 ILE 0 


-27.91 




• • 59.73 


114 PRO N 


"29.41 


; : -3?..:13;. . 


59.92 


114 PRO CD 


-30.48 


-39.91 ; 


60.57 


114 PRO CA 




-39.77 


58.68 


114 PRO CB 


-30.10 


-:^40:.;78;- 


■5;8:vi43; 


■ 114 PRO CG ' ■ 


\ ^0-;il 


■ : ;-^ 1 '> : 23 > : 


■ ;: : 59.;8i3-. 


114 PRO C 


-28^87 


-38.79 


57.54 


114 PRO O 


-29.84 


-38.12 


57.20 


115 GLU N 


-27.67 


-38 . 66 


5i6 .99 


115 GLU CA 


■ ::-27;. : 46: ; ^ 


; ; ^37 : m ; . 


55.89 


115 GLU CB 


-26.07 


-37.92 


55.28 


115 GLU CG 


' -24;:92- : : 


:>3*ij9V 


56.01 


115 GLO CD 


-23.60 


-37 -16 


55.20 


115 GLU OE1 


-23.65 


-37.20 


53.94 


115 GLU OE2 




-37.08 


55.82 


llSiGLU C 


-28.53 


-37.91 


54.82 


115 GLU O 


-28.70 


-39.00 


54.27 


116 GLY N 


-29.27 


^36.83 


54.59 


116 GLY CA 


-30.30 


-36.78 


53.57 


116 GLY C 


-31.63 


-37.36 


53.99 


116 GLY O 


-32.46 


-37,66 


53.13 


117 ASN N 


-31.88 


-37.44 - 


55.29 


117 ASN CA 


-33.12 : 


-38.03 


55.77 


117 ASN CB 


-32.80 


-39.09 


56.82 


117 ASN CG 


-33.80 


-40.21 


56.84 


117 ASN OD1 


-35.02 


-39.99 


56.90 


117 ASN ND2 


-33.31 


-41.44 


56.76 


117 ASN C 


-34.17 


-37.06 


56.31 


117 ASN O 


-34.17 


-36.72 


57.50 


118 GLU N 


-35.12 


-36.66 


55.48 


118 GLU CA 


-36.15 


-35.72 


55.91 


118 GLU CB 


-36.86 


-35.08 


54.72 


118 GLU CG 


-36.09 


-33.98 


54.02 


118 GLU CD 


-36.99 


-33.14 


53. 15 


118 GLU OE1 


-36.58 


-32.75 


52 .04 


118 GLU OE2 


-38.13 


-32.87 


53.57 
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118 GLU C 

118 GLU O 

119 LYS N 
119 LYS CA 
119 LYS CB 
11? LYS CG 
119 LYS CD 
119 LYS CE 
119 LYS N2 
119 LYS C 

119 LYS 6 

120 ALA N 
120 ALA CA 
120 ALA CB 
12p ALA C 

120 ALA d 
• ;., 121 L^N 

121 LEU CA 
121 Lro (3 
121 LEU CG 
121 LEU-C^ 
1:21 LTO 0)2 
121 LEU C 

121 LEU O 

122 LYS N 
122 LYS CA 
122 LYS CB 
122 LYS CG 
122 LYS CD 
122 LYS CE 

. 122 LYS NZ 
122 LYS C 

122 LYS O 

123 ARG N 
123 ARG CA 
123: ARG CB 
123 ARG CG 
123 ARG CD 
123 ARG NE 
123 ARG CZ 
123 ARG NH1 
123 ARG NH2 
123 ARG C 
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TABLE HI 



-37.18 


-36.33 


56 83 

•mJ W » W J 


15 00 


-37.76 


-35.64 


57 .66 


15 00 


-37.46 


-37.61 


156; 66 


15 no 

^.w . w w 


-38.43 


-38.29 


57.53 


15.00 


-38.66 


>39.71 


57:03 


15 ho 

AW • WW 


-39.20 


-39.77 


55-60 


15 00 

AW .WW 


-40.54 


-39.04 


55.49 


15 00 

AW ..W 


-41.04 


-38.97 


54;07 


15 00 

AW * WW 


-40.26 


-38.00 


53 26 


Id . w w 


-37.89 


-38.30 




1C Aft 

13 • W W. 


-38.55 


-37 .86 


59.89 


15 00 

AW . WV 


-36.64 


-38.74 


59. 07 


i s on 

A W • U.W 


-35.94 


-38.81 


60 34 


1 k on 

AW • VW 


-34.58 


-3 9 ,42 


go IS 

WW* 1J 


i c n n 

. J. W • U w 


-35. 81 


-37.43 


60 97 

.Ww »:W- *' 


i « on 

AW • WW . 


-35.88 


-37 i.28 




AW . WW 


-35.56 


-36 ; 42 


■ WW t . l<l 


1 C Art; 
AW.. Uu 


-35.43 


-35. 06 




ic nn 

13 . UU 


-34.96 


-34.10 


•• : - : 59 ;i: '56-- : - 


: ; : 15 (VO 

J • W : ' : • 


-34.93 


-32. 61 


v so eg 


15 00 

:XW« Vy 


-33 . 81 


-32.34 


60 93 


i ^ on 


-34.78 


-31.76 


' 58 72 ' 

WW. • ;.;/.*» . 


15 00 

AW • WW. 


-36.76 


-34.60 


61 25 

w a • a w 


15 00 

.AW . WW ■. 


-36.81 


-33 .98 


62 .31 


is on 

A W . WW - 


-37.86 


-34.91 


60; 57 


15 00 


-39.17 


-34.53 


61.06 


15 00 

AW . WW 


-40.26 


-35; 04 


60.11 


15 .00 


-41.65 


-34.70 


60.59 


15 00 

■ AW .WW 


-42.73 


-35.28 


59 72 


15 00 

AW. WW 


-44.10 


-34.79 


60 .19 


15 00 

A W . Ww 


-45.21 


-35.17 


59.28 


15 00 

AW .WW 


-39.36 


-35.15 


62 43 


15 00 

AW.. .W W 


-39.79 


-34.47 


63 .36 


15 00 

■ A W . V-W. ■ 


-39.02 


-36.44 


62 55 

V* . WW 


15 00 
aw . uy 


-39.13 


-37.17 


63 .81 


15 00 

AW . W W 


-38.72 


-38.64 


63 .64 


15 00 

A W • WW 


-39.86 


-39 56 


63 26 


it AA 
AW - UU 


-39.43 


-41.02 


63.33 


15.00 


-38.71 


-41.48 


62.14 


15.00 


-37.42 


-41.79 


62.12 


15.00 


-36.68 


-41.70 


63.21 


15.00 


-36.87 


-42.22 


60.99 


15.00 


-38.28 


-36. 55 


64.90 


15.00 



WO 97/16177 PCT/US96/17S12 

TABLE m 

123 ARG G -38.69 -36,51 66;:05 15-00 

124 ALAN -37.09 -36.07 64,55 15.00 
124 ALA CA -36.20 -35.45 65,52 15;O0 
124 ALA CB -34.85 -35.18 64.89 
124 ALA C -36 .81 -34.15 66.03 



15,00 
15.00 



124 ALA O -36.96-33.96 67.23 15.00 

125 VAL N -37.17 -33.25 65.12 
125 VAL GA -37.77 -31.97 65.50 
125 VAL CB -38.07 -31.11 64.25 
125 VAL CGI -38.97 -29.94 64.59 
125 VAL CG2 -36.78 -30.59 63V67 
125 VAL C -39.04 -32.20 66 30 

125 VAL O -39.36 -31.43 67.20 

126 ALA N -39.74 -33 .29 66.00 
: 126 ALA CA ■ -40.97 -33 .62 ' '. 66;69 

126 ALA CB -41,78 -34.61 65:88 

126 ALA C -40.72 -34.17 68.09 

126 ALA O -41.37 -33.76 69.06 

127 ARG N -39.77-35.10 68.19 
127 ARG; CA -39.41 -35.74 69.44 
127 ARG CB -38.71 -37,07 69.18 
127 ARG CG -39> 58 ^38^30 69^27 
127 ARG CD -40.17 -38.70 67.94 
127 ARG NE -39 .87 -40 ,09 67*60 
127 ARG CZ -40.52 -40.78 66.67 
127 ARG Nfii -40vl8 -42 ; 03 66 ,40 
127 ARG NH2 -41.55 -40.25 66; 03 
127 ARG C -38. 52 -34.91 70.35 

127 ARG O -38.86 -34.71 71052 

128 VAL N -37.37 -34.50 69.82 
128 VAL CA -36.36 -33.72 70.56 
128 VAL CB -34.95 -33.91 69-94 
128 VAL CGI -33.88 -33.45 70; 91 
128 VAL CG2 -34.73 -35.35 69.57 
128 VAL C -36.62 -32.22 70^6 

128 VAL O -36.44 -31.61 71.71 

129 GLYN -36.99 -31.60 69.55' 
129 GLY CA -37.23 -30.17 69.54 
129 GLY C -36.29 -29.54 68.53 15.00 

129 GLY O -35.87 -30.22 67.58 15.00 

130 PRO N -35.94 -28.25 68.71 15.00 
130 PRO CD -36,46 -27.38 69.78 15.00 
130 PRO CA -35.04 -27.50 67.83 15; 00 



15.00 
15.00 
15.00 

'•i^bo/ 

15,00 

is.oo 
is.oo 
15;00 
15 .00 
15.00 
15.00 
15.00 

iSvioo 

■ISyOO- 
15.00 

i5 t db 

15.00 
15.00 
15.00 
15; 00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 

is.oo 

15.00 
15.00 
15.00 
15.00 



WO 97/16177 

TABLE m 



130 PRO CB 


-34.80 


-26.22 


68.62 


130 PRO GG 


-36.12 


-26.00 


69 .26 


130 PRO G 


-33.74 


-28.21 


67.50 


130 PRO 0 


-32.90 


-28.46 


68.37 


: ^13;1- : V^<;N ; v- 


-33.59 


-28.51 


•. 66.21 




-32.42 


-29.19 


65.68 


131 VAL CB 


-32.84 


^30.34 


64.73 


^ ATKL CGI 


-31.64 


: -31.06 


64.18 


131 


-33.74 


■•t31;,33 : :-: 


65.48 


' di3l : : VAL':;C-- 


. -31.57- 


— 28:.19v 


64.90 


13 1 VAL 0 


-32.08 


-27.25 ' 


64.28 


132 SER N 


.' -30.25 


" -28.38 ■ 


64.96 


132 SER CA 


-29.32 


. -27.53 ■ 


64.26 


132 SEttveiB 


-28.00 


' >27.48 


65.02 


132 £^ OG 


-28.18 


. -26^93 


66.31 


132 SER G . 


—29.08 


728.14 . 


62.88 




-28.67 


-29.30 


62.79 




-29.38 


f27.38 


61.83 


133 VAL GA 


-29.21 ■ 


•'-27^i3' 


60.44 


133 VAL GB 


-30.57 


-27.93 


59.68 


133 VAL CGI 


-31 .55 


A y* • OX. 




13 3 VAL C!G2 7 


-31.16 


-26.56 


59.49 


133 VAL C 


-28.30 


-26J86 


59.68 


133 VAL 0 


•r28.06 


-25.74 


66,13 


; : ;134 : idji^ y--: 


-■27,79 


:vr^7i;28'i.; 


58.52 


134 ALA CIA 
134 ALA CB 


-25.50 


-26.44 


57.69 


134 ALA C 


-27.49 


-26.93 
-26:50 


57.73 
56.28 


134 ALA 0 


-27.84 


-27.57 


55.79 


135 ILE N 


-27.58 


-25.36 


55.61 


135 ILE CA 


-28.14 


-25.32 


54.27 


135 ILE CB 


-29.58 


-24.73 


54.30 


135 ILE CG2 


-30.49 


-25.57 


55.19 


135 ILE CGI 


-29.53 


-23.26 


54.76 


135 ILE CD1 


-30.88 


-22.58 


54.88 


135 ILE C 


-27.33 


-24.44 


53.32 


135 ILE 0 


-26.33 


-23 .82 


53.72 


136 ASP N 


-27.75 


-24.41 


52.05 


136 ASP GA 


-27 12 




3l . UD 


136 ASP CB 


-27.25 


-24.16 


49.65 


136 ASP CG 


-26.77 


-23.20 


48.57 


136 asp odi 


-27 57 




47 . 43 


136 ASP OD2 


-25.90 


-22.35 


48.85 











PCT/USW17512 

15.00 
15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 
. 15.00 ; 

15,00 . 

15.00 

15.00 

15.00 

15.00 

15.00 
15.00 

15.06 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



WO 97/16177 

116 ASP C 
13^ AliA N 

. ./.-137 : JU& : ^ ; 

137 ALA:; C 

" .': : 137 ; ; AlA:V^ 

138 SER N 
138 SER CA 
138 SER CB 

138 SER C 

138 SER ; O 

139 LEU N 
139 LEU CA 

• ;a39;: : :Lro..;cB; 

139 LEU CG 
139 1^ 
139 LEU CD2 
139 LEU C 

139 LEU 6 

140 THR N 

140 THR 061 

• 1^0 

:■ ; 14i:/;^:->^;^ 

..... -141 : SHR q 

\ . i^i '-sp-i.a'f''' 

. 142 ^ JCA 
142 PHE GB 
142 PHE CG 
142./ii^ ; ;iEDi;. 
142 E^ j<^ 
142 PHE CE1 
142 PHE CE2 
142 PHE CZ 



PCI7US96/17512 

TABLE m 

-27.87 -22.24 51.10 15.00 

-29.05 -22.17 50177 15.00 

-27.19 -2i:2i 51.59 15.00 

-27.80 -19.89 51.68 15. 00 

-27.61 -19,32- 53.08 15. 00 

^27,23 -18', 94 50 .62 15 ; 00 

• -27,64 -17 .78 50 .53 15 .00 

—26.26 -19.43 49.84 15.00 

-25.66 -18.65 48;77 115.00 



-24.30 


-19.22 


48,37 


15.00 


—23.28 


-18:86 


49.30 


15.00 


-26.61 


-18.73 


47.60 


15.00 


>26.51 


-19.65 


46.80 


15.00 


-27.54 


-17.77 


47.57 


^5 . 00 


-■28,59 


-17.66 


46,55 


15.00 


-29.53 


-18.86 


: 46.65 


15 .00 


-29.89 


-19.63 


45.38 


15.00 


-28 : 66 


-20.27 


44 . 80 


15 . 00 


-30;92 


-20.68 


45.71 


15.00 


-29.39 


-16.39 


46.85 


15.00 


-29.91 


-16.22 


47.96 


15.00 


-29.52 
-30.23 


-15.49 


45.87 


15.00 


-14.23 


46.08 


15.00 


-30.06 


-13.28 


44.87 


15.00 


-29.05 


-13.81 


43.99 


15.00 


-29.62 


-11.89 


45.34 


15.00 


-31.71 


-14.37 


46.42 


15.00 


-32.23 


-13.63 


47.24 


15.00 


-32.39 


-15.35 


45.83 


15.00 


-33.80 


-15.59 


46.10 


15; 00 


^34.31 


-16,76 


45.27 


15.00 


-33; 42 


-17; 86 


45,34 


15 ,00 


-34.00 


-15.89 


47.57 


15 .00 


-35.03 


-15.57 


48.16 


15.00 


-33,01 


-16.51 


48.18 


15.00 


-33.07 


-16.86 


49.59 


15.00 


-31.98 


-17.88 


49.93 


15.00 


•31.93 


-18 .24 


51.39 


15.00 


•32.72 


-19.25 


51,89 


15.00 


•31 . 10 


-17.54 


52.25 


15.00 


32 .68 


-19.58 


53.23 


15 . 00 


31.05 


-17 .85 


53.60 


15.00 


31.85 


-18.87 


54.09 


15.00 



WO 97/16177 PGT/US96/17512 

TABLE ID 

142 PHE C -32,88 -15.61 50.43 15.00 

142 PHE O -33.66 -15.33 51.34 15.00 
; 143 GLN. N -31.86 -14.84 50.09 15.00 

; ■ v . .143 '(pT^CA -31v54 -13.64 50.83 15.00 

14^ GLN GB -30.25 -13.06 50.30 15; 00 

: ^-,GLN'qG ^2?: 18 -14.11 50.24 15.00 

^>W : ::<aai ; iQ). . . :^27:v84-{ -13.53 49.97 15.00 

143 GLN OE1 -27.41 -12.58 50.62 15.00 
143 GLN NE2 -27.15 -14.10 48.99 15.00 

; 143 QLN C -32 . 63 -12 . 59 50, 89 15V00 

143 GLN O -32.90 -12,05 51.95 15.00 

144 PHE N -33.29-12.29 49.77 15.00 
144 PHE GA -34.36 ; -11. 2 8 49 .80 15.00 
144 PHE GB -34.33 -10. 38 48.55 15. 00 

v .:\ ; ;;144; : ^PHE-'GG:: -34;:;46 -11.12 ■ 47.24:. 15.00 

144 PHE GDI -33.45 -11.04 46.30 15.00 

144 PHE CD2 -35.59 -11.87 46.95 15^6(h ' • 

144 PHE GE1 -33.56 -11.71 45 .09 15.00 

144 PHE CE2 ' -35 .71 -12, 55 " 45. 75 : ' 15.00 ' ' 

144 PHE CZ -34,70 -12.46 44; 82 15.00 

; 144 PHE C -35.76 -11.83 50.04 15.00 

144 PHE O -36.76 -11.19 49.68 15.00 

145 TYR N -35.83 -13.01 50.66 15,00 
145 TYR CA -37.09 -13.68 50.97 15.00 
145 TYR CB -36.80 -15.04 51.62 15.00 
145 TYR GG -37.95 -15.65 52.36 15.00 
145 TYR CD1 -38.83 -16.52 51.73 15.00 
145 TYR CE1 -39. 93 -17.05 52.41 15 .00 
145 TYR CD2 -38.20 -15.31 53.69 15.00 
145 TYR CE2 -39.28 -15.83 54.38 15.00 
145 TYR CZ -40.14 -16,69 53.73 15.00 
145 TYR OH -41.24 -17.16 54.42 15.00 
145 TYR C -37.87 -12.81 51.93 15,00 

145 TYR O -37.27 -12.10 52.74 15.00 
; 146 SERN -39,20 -12.88 51.89 15.00 
a46 SER CA -40.01 -12.07 52.78 15.00 

146 SER CB -40.45 -10.78 52.10 15.00 
146 SER OG -41.31 -11.05 51.01 15,00 
146 SER C -41.23 -12.81 53,34 15.00 

146 SER O -41.69 -12.52 54.45 15.00 
147. LYS N -41.77 -13 .75 52.58 15.00 

. 147 LYS CA -42.93 -14.52 53.04 15.00 

147 LYS CB -44.16 -13.62 53.21 15.00 



TABLE m 

147 LYS CG -44.84 -13.14 51.92 
147 LYS CD -45.64 -11.86 52.19 
147 LYS GE -44.71 -10.72 52.70 
147 LYS NZ -45. 41 -9.52 53.28 
147 LYS C -43.27 -15.68 52.11 

147 LYS O -43.03 -15.62 50. 91 

148 GLY N -43.83 -16.74 52.69 
148 GLY CA -44.21 -17.90 51.90 
148 GLY C -43; 31 -19.08 52.16 

148 GLY 0 -42.50 -19. 07 53. 08 

149 VAL N -43.46 -20.12 51.35 
149 VAL: CA -42.65 -21.32 51.50 
149 VAL CB -43.52 -22.60 51.39 
149 VAL CGI -42.66 -23.84 51.53 
149 VAL CG2 -44.59 -22.59 52.45 
149 VAL C -41.57 -21.27 50.42 

149 VAL 0 -41.84 -21.44 49.24 

150 TYR N -40.34 -21.01 50.84 
150 CA -39. 21 -20. 90 49 .93 
150 TYR CB -37.98 -20.37 50.67 
150 TYR GG -36.75 -20.27 49.80 15.00 

15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15.00 



15,00 
15.00 
15 . 00 
15.00 
15 • 00 
15.00 
15.00 
15.00: 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15:. 00 
15.00 
15.00 



150 TYR Cpi -36.73 -19.44 48.68 
150 ™ CE1 -35.61 -19.36 47.86 
150 TYR CD2 -35.61 -21.03 50.09 
150 TYR CE2 -34.48 -20 . 96 49. 27 
150 TYR CZ -34.49 -20.13 48.16 
150 TYR OH -33.41 -20,06 47.32 
ISO TYR C -38.81 -22.16 49.19 

150 TYR 0 -38.56 -23.19 49.80 

151 TYR N -38.68 -22.03 47.88 S.pq 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15.00 



151 TYR CA -38.24 -23.13 47.02 

151 TYR CB -39.38 -24.11 46.72 

151 TYR CG -38.89 -25.32 45.96 

151 TYR GDI -37.74 -26.01 46.37 

151 TYR CE1 -37.23 -27.06 45.63 

151 TYR CD2 -39.52 -25.74 44.79 

151 TYR CE2 -39 . 01 -26.80 44.03 

151 TYR CZ -37.87 -27.45 44.46 

151 TYR OH -37.35 -28.50 43.72 

151 TYR C -37.63 -22.58 45.73 

151 TYR O -38.19 -21.69 45.08 

152 ASP N -36.47 -23.12 45.37 
152 ASP CA -35.74 -22.69 44.19 



TABLE m 

152 ASP CB -34.80 -21.56 44.59 15.00 

152 ASP CG -34.09 -20.92 43^42 15.00 

152 ASP OD1 -33.27 -21.60 42.76 15.00 

152 .ASP .002 -34.35 -19.73 43.17 15.00 

152 ASP C -34.93 -23.88 43 .70 15.00 

152 ASP O -33,98 -24.30 44.37 15.00 

153 GLU N -35.23 -24.36 42.51 15.00 
153 GLU CA -34.55 -25.53 41.95 15.00 
153 GLU CB -35.15 -25.91 40.59 15.00 
153 GLU CG -35.40 -24 .74 39 .62 15.00 
153 GLU CD -34.12 -24.02 39.16 15,60 
153 GLU OE1 -33.16 -24.68 38.70 15.00 
153 GLU OE2 -34.09 -22.76 39.27 15.00 
153 GLU C -33.03 -25.50 41.88 15.00 

153 GLU O -32.40 -26.49 41.49 15.00 

154 SER ;n ;\ ..: ,-3^ r 42 ■ -24.37 42 .221 15,00 
154 SER CA -30.96 -24.26 42.18 15i00 

: 154 SER CB -30.53 -23.00 41.43 15.00 

154 SER CG -30.93 -23.09 40.06 15.00 

154 SER C -30-27 -24.34 43.55 15.00 

154 SER O -29.04 -24.33 43.65 15.00 

155 CYS N -31.06 -24.43 44.61 15. 00 
155 CYS CA -30.49 -24.54 45.95 15.00 
155 CYS C -29,66 -25.81 45.88 15.00 
155 CYS O --30.16 -26.88 45.54 15,00 
155 CYS GB -31.60 -24.69 46.96 15.00 

155 CYS SG -31.20 -23 .89 48.53 15.00 

156 ASN N -28.36 -25.70 46.16 15.00 
156 ASN CA -27.50 -26.87 46.05 15.00 
156 ASN CB -26.20 -26.49 45.36 15.00 
156 ASN CG -25.34 -27.69 45.04 15.00 
156 ASN OD1 -.25 . 83 -28 .82 44 .97 15.00 
156 ASN ND2 -24.05 -27.47 44.88 15.00 
156 ASN C -27.21 -27.66 47.33 15.00 

156 ASN O -26.37 -27 .26 48.13 15. 00 

157 SER N -27.82 -28.83 47.43 15.00 
157 SER CA -27; 66 -29.72 48.57 15.00 
157 SER CB -28.41 -31.03 48.33 15.00 
157 SER CG -29.78 -30.78 48.03 15.00 
157 SER C -26.19 -30.04 48.87 15.00 

157 SER O -25.86 -30.54 49.96 15.00 

158 ASP N -25.31 -29.75 47.92 15.00 
158 ASP CA -23.89 -30.03 48.07 15.00 



158 ASP CB 
158 ASP as 
158 ASP GDI 
158 ASP 0D2 
,. 158 ASP C 

158 ASP 0 

159 ASN N 
159 ASN CA 
159 ASN CB 
159 ASN CG 
159 ASN OOl 
159 ASN ND2 

159 ASN C 
15 9 ASN 0 

160 LEU N 
160 LED CA 
160 LED GB 
160 LED CG 
160 LED CD1 
160 LED CD2 
160 LED G 

160 LED O 

161 ASN N 
161 ASN CA 
161 ASN CB 
161 ASN CG 
161 ASN OD1 
161 ASN ND2 
161 ASN C 

161 ASN 0 

162 HIS N 
162 HIS CA 
162 HIS CB 
162 HIS CG 
162 HIS CD2 
162 HIS ND1 
162 HIS CE1 
162 HIS NE2 
162 HIS C 

162 HIS O 

163 ALA N 
163 ALA CA 
163 ALA CB 



TABLE m 

-23.30 -30.43 46.71 15,00 
-24.01 -31.63 46.08 15.00 

-25.23 -31.53 45.79 15.00 

-23,34 -32.67 45.86 15.00 

f23:^ll -28.86 48.64 ISvOO 

-22; 00 -29.02 49.15 15.00 

" 23 • 68 -27 . 66 48.60 15.00 

" 22 - 98 "26 .49 49,11 15.00 

-23.02 -25.36 48.07 15.00 

-21.95 -24.29 48.31 15.00 

-21.611 -23. 96 49. 45 15 .Op 

-2^.43 -23.72 47.22 IS, 00 

> 2i - 59 ~2f.01 50.41 15, 00 

-24.34 -25.03 50.44 15.00 

_23 - 31 ' -26. 69 51 .52 15. 00 

-23 .86 -26.27 52.80 15.00 

-23.99 -27.45 53.77 15.00 

-24,87 -28.62 53.30 15.00 

-25.08 -29.56 54.47 15.00 

-26.21 -28.16 52.76 15.00 

-22v9i- -25.21 53. 33 15.00 

-21.77 -25.51 53.65 15.00 

^23.38 -23.97 53.35 15.00 

-22.55 -22.84 53.78 15V00 

-22 .32 -21 .90 52 .60 15 .00 

-23.61 -21.59 51.84 15.00 

-24.49 -20.86 52.31 15.00 

-23.75 -22.18 50.66 15.00 

-23,10 -22.04 54.94 15.00 

-22,37 -21.29 55.58 15.00 

-24.38 -22.20 55.24 15.00 

-25,01 -21.44 56.31 15.00 

-26.00 -20.43 55.72 15.00 

-26.46-19,38 56.68 15.00 

-27.69 -18.91 56.97 15.00 

" 25 -58 -18.66 57.46 15.00 

-26.25-17.79; 58,19 15.00 

-27.54 -17,92 57.90 15.00 

-25.74 -22.34 57.31 15.00 

•26.66 -23.07 56.94 15.00 

■25.31 -22.30 58.57 15.00 

•25. 93 -23.09 59.63 15.00 

24.98 -23.25 60.81 15.00 



W097/16177 

163 ALA G 

163 ALA 6 

164 VAL N 
164 Vra; CA 
164 VAL CB 
164 VAL CGI 
164 VAL GG2 
164 VAL C 

164 VAL O 

165 LEU N 
165 LEU CA 
165 LEU CB 
165 LEU GG 
165 LEU GDI 
165 LEU GD2 
16 5 LEU G 

165 LEU O 

166 ALA N 
166 ALA CA 
166 ALA CB 
166 ALA C 

166 ALA O 

167 VAL N 
167 VAL CA 
167 VAL CB 
167 VAL CGI 
167 VAL CG2 
167 VAL C 

167 VAL G 

168 GLY N 
168 GLY CA 
168 GLY C 

168 GLY 0. 

169 TYR N 
169 TYR CA 
169 TYR CB 
169 TYR CG 
169 TYR GDI 
169 TYR CE1 
169 TYR CD2 
169 TYR CE2 
169 TYR CZ 
169 TYR OH 



PCT/US96/17512 

TABLE ID 



-2748 


• ' -22.33 


60.08 


15.00 


-27.20 


-21,09 


. 60.08 


15.00 


-28,21 


-23.05 


60.48 


15.00 


-29.44 


-22.43 


60,91 


15.00 


-30.31 


-22,10 


59.66 


15 . 00 


-31.25 


-23.23 


59.31 


15.00 


-30.99 


: -20,79 


59,85 


15.00 


-30.13 


-23.35 


; 61.91 


15.00 


-29.51 


-24.32 


62.35 


15.00 


-31.38 


-23.10 


€2,28 


15.00 


-32.05 


-23.93 


63.28 


15, 00 


-31.95 


-23.25 


64,64 


15.00 


-32.41 


-23 .97 


65.90 


15.00 


-31.39 


-25.01 


' 66,31 


15.00 


-32.58 


: -22 .96; 


67.00 


15. 00 


-33.51 


-24.20 


62:98 


15.00 


-34.30 


-23 .27; • 


: 62.86 . 


15,00 


-33.88 


-25,48 


62.93 • 


15.00 


-35.27 


-25 .89 


62.66 


15.00 


-35.30 


-27.31 


62.15 


15.00 


-36.07 


-25.78 


63.95 


15.00 


-35.74 


-26.40 


:i 64.95 


15.00 


-37.14 


: -24.99 


- : V63 ; ^9j;' 


15.00 


-38.00 


-24.75 


65.09 


15.00 


-38.22 


-23.21 


65.30 


15.00 


-39.0? 


-22.93 


66,50 


15,00 


-36. 88 


-22.50 


65.47 


15.00 


-39.35 


-25.46 


64 .93 


15.00 


-40,25 


-25.34 


65.77 


15,00 


-39.51 


-26.21 


63.85 


15,00 


-40.75 


-26,91 


63.61 


15.00 


-40,97 


-27,18 


62.14 


15.00 


-40,03 


-27.15 


61.35 


15.00 


-42.22 


-27.45 


61.78 


15.00 


-42.63 


-27.75 


60.41 


15.00 


-42.23 


-29.18 


60.00 


15.00 


-42.72 


-30.27 


60.93 


15.00 


-44.07 


-30.66 


60.94 


15.00 


•44.52 


-31,66 


61.81 


15 . 00 


•41.85 


-30.91 


61, 81 


15.00 


42.29 


-31.91 


62.68 


15,00 


43 .63 


-32.27 


62.68 


15.00 


44.07 


-33.24 


63 . 57 


15 . 00 



WO 97/16177 

169 TYR C 

169 TYR O ,.: 

170 GLY ,N 
170 GLY ;CA; 

170 GLY C 

170 GLY 0 

171 ile n 

171 ILE CA • 
171 ILE CB 

171 ILE CG* 
171 ILE CGI 
• 171 1I£ CD1 
... V7i:. : ii^^U-4 : 

171 ILE O 

172 GLN N 
172 GLN CA 
172 GLN CB 
172 GLN CG 

,;• 172 GLN CD 
172 GLN OE1 
■ 172 GLN NE2 

172 GLN C 

172 GLN 6 

173 LYS N 
173 LYS CA 
173 LYS CB 
173 LYS CG 
173 LYS CD 
173 LYS CE 
173 LYS NZ 
173 LYS C 

173 LYS O 

174 GLY N 
174 GLY CA 
174 GLY C 

174 GLY O 

175 ASN N 
175 ASN CA 
175 ASN CB 
175 ASN CG 
175 ASN GDI 
175 ASN ND2 
175 ASN C 



PCT/US96/17512 

TABLE m 

—44.14 -27.59 60.31 15,00 

-44.81 -27.32 61.30 15.00 

T44.70 -27,76 59,12 15=00 

-46.14 -27.63 58.97 15.00 

-4 6 - 56 -27.53 57.52 15 .00 

-45v85 -27.94 56.61 15.00 

?47 . 74 -26.97 57.30 15.00 

A48.28 -26.78 55.97 15.00 

-49.43 -27.78 55.69 15.00 



-50.14 


-27.44 


54.38 


15,00 


-48.91 


-29.22 


55.69 


15:. 00 


-48.38 


-29.69 


54.35 


15 .00 


-48.89 


-25.40 


56.05 


15.00 


-49.85 


-25.20 


56.78 


15.00 


-48.29 


-24.41 


55.40 


15.00 


-48.86 


-23.07 


55.47 


15.00 


-47 .96 


-22.05 


54.75 


15 on 


-48.37 


-20.59 


54.97 


15.00 


• ; 447;.'4'8 


-19.62 


54.20 


15,00 


-46.94 


-19.96 


53 .14 


15.00 


-47.33 


-18.41 


54.72 


15.00 


r50:;22 . 


-23,15 


54 .78 


15. 00 


t51.26 


-22; 82 


55.37 


15.00 


-50.21 


-23.61 


53.54 


15.00 


^51.45 . 


-23.77 


52.79 


15.00 


-52.00 


-22.41 


52.33 


15.00 


-53.53 


-22.35 


52 .25 


15,00 


-54.00 


-20.89 


52.22 


15.00 


-55.51 


-20.75 


52.34 


15.00 


-55.91 


-19.31 


52.33 


15.00 


-51.07 


-24 . 63 


51.61 


15,00 


-50.50 


-24.16 


50.63 


15.00 


-51.28 


-25.93 


51.80 


15.00 


-50.97 


-26.89 


50.76 


15 . 00 


-49.51 


-27.27 


50.74 


15,00 


-49.17 


-28.42 


50.45 


15.00 


-48.63 


-26.34 


51 . 08 


15.00 


-47.20 


-26.64 


51.05 


15.00 


-46.44 


-25.52 


50.34 


15.00 


-46.88 


-25.35 


48.88 


15. 00 


-47.59 


-24.39 


48.54 


15.00 


-46.49 


-26,29 


48. 03 


15.00 


-46.52 


-26.98 


52.38 


15.00 



WO 97/16177 PCT7US96/17512 

TABLE IE ". 

175 ASN O -46.58 -26.21 53.35 15.00 

176 LYS N -45.88 -28.15 52.40 15.00 
17 6 LYS CA -45 .15 -28 . 65 53.56 15,00 
176 LYS CB -44.68 -30.09 53.34 15.00 

V; -' ^76 .LYS CG - .;>45>74 ' ; ^31^03' ' 52 . 77 15.00 

176 LYS CD -45,35 -32.49 52.97 15.00 

176 LYS CE -46.23 -33.44 52.14 15.00 

176 LYiS NZ -45 ^80 -33 ,48 56.70 15.00 

- 176 LYS C ^43^ 94/; -27,75 . 53.75 : • 15.00 ■ 

176 LYS 0 -43.26 -27.41 52.78 15.00 

177 HIS N -43:64 :-27> 39 55.00 15.00 
177 HIS CA -42.51 -26.50 55.25 15.00 

177 ;HlS^:CB::A:r^42; ; 96 : : if 25. 05 55.09 15 .00 :: ' : 

177 HIS CG -43.85 -24.56 56.20 15.00 

177 HIS GD2 >43v59; -21.21 57.49 15.00 

177 HIS ND1 -45. 16 ; -24 : 20 55.99 . 15.00 

177 HIS CE1 7 45 . 67 -23,71 57.10 15 .00 

177 HIS NE2 -44.74 -23 .75 58.03 15.00 

177 HIS C -41.82 -26.66 56.59 15.00 
<S}'jfi%0$l& : :./ ^42:M44 : ' ^'f27v05^ 57.57 15.00 

178 TRP N -40.52 -26.34 56.60 15.00 
178 TOP CA -39.67 -26.38 57.77 15.00 
178 TRP CB -38.26 -26.80 57.38 15.00 
178 TRP CG -38.11 -28.21 56.93 15.00 
178 TRP CD2 -38.28 -29.38 57.73 15.00 
178 TRP CE2 -38.02-30.49 56.90 15.00 
178 TRP CE3 -38.62 -29.60 59.08 15.00 
178 TRP CD1 -37.77-28.64 55.68 15.00 
178 TRP NE1 -37.71-30.01 55.65 15.00 
178 TRP CZ2 -38.09 -31.80^ 57.37 IS. 00 
178 TRP CZ3 -38,69 -30.89 59,54 15.00 
178 TRP CH2 -38.43 -31.98 58.68 15.00 
178 TRP C -39.59 -24.94 58.28 15.00 

178 TRP O >39>26 -24.03 57.51 15.00 

' ■,, : 179 ILE N ' : ' -39.92 ; -24:.71 ; ■ : 59.55 15.00 : • . . 

179 ILE CA -39.85-23,36 60,09 15.00 
179: ILE CB -40 .86 -23 .17 61.23 15 .00 
179 ILE CG2 -40.80 -21.75 61.74 15.00 
179 ILE CGI -42.27-23.50 60.72 15.00 
179 ILE CD1 -43.38 -23.28 61.70 15.00 
179 ILE C -38,42 -23.13 60.55 15.00 

179 ILE O -37.94 -23 .79 61.47 15.00 

180 ILE N -37.73 -22.22 59.88 15.00 



vri 



WO 97/16177 

180 ILE CA 
180 ILE GB 

180 ILE CG2 
18 0 11^ GG1 

. v;180';.;l^::;]Cpi. 

18 0 ii^> e >. 

181 lys;n • 

181 CBi 

■ '•• " 

181 LYS NZ 

•i8i/LYS:v;C.' . ' 

. ". 181 'iQ- 

182 ASN QA 
182 ASN CB 

. 182 AStiT ppi 
,^82 : 3'^^ ; :;l^;:/ 
182 ASN C 

182 ASN O 

183 SiEJEl N 

• My $^ <^ ■ , 

183 SER GB 
183 SER OG 
| 183 SER ; C • 

183 SER Q 

184 TOP N 
184 JER£ CA 
184 TRP GB 
184 TOP CG 
184 TOP CD2 
184 TOP CE2 
184 TRP CE3 
184 TRP CDl 
184 TRP NE1 
184 TRP CZ2 
184 TRP G23 
184 TOP CH2 
184 TRP C 



PCT/US96/17512 

TABLEm 



-36.32 


-21.94 


60 . 17 


15.00 


-35.50 


-22 r 02 


58. 86 


15.00 


-34.06 


-21.71 


59.13 


15.00 


-35.63 


-23.40 


58.22 


15. 00 


-34.94 


-24.48 


58.99 


15.00 


-36.01 


-20.62 


60.88 


15.00 


-36.59 


-19.58 


60.56 


15.00 


-35.09 


-20.68 


61.84 


15.00 


-34. 67 


-19.51 


62.60 


15.00 


-34.58 


-19.83 


64.09 


15.00 


-34.19 


-18.62 


'.. 64 .93 


15.00 


-33.86 


-18.95 


66.37 


15,00 


-33.68 


-17.66 


67 .16 


15.00 


-33.07 


-17.85 


68.50 


15.00 


-33 .30 


-i9.10 


62.12 


15. 00 


-32.31 


-19.74 


62.48 


15.00 


-33.22 


-18.04 


61.32 


15.00 


-31.93 


-17.56 


60.79 


15.00 


-32.17 


-16.80 


59.48 


15.00 


-30.98 


-16.86 


58.53 


15.00 



-29.87 -17; 20 58.92 15.00 

~ 3 1-21 -16.50 57.27 IS. 00 

-31.29 -16.65 61.84 15.00 

-31,86 -16.44 62.91 15.00 

-30 .11 -16.il 61.56 15.00 

-29.44 -15.21 62 ,52 15.00 

-28.26 -15.93 63.18 15.00 

-27-41 -16.54 62.21 15.00 

-2898 -13.90 61.87 15.00 

"27.84 -13.44 62.08 15.00 

-29.85 -13.26 61.11 15.00 

-29.52 -12 .01 60. 45 15 .00 

-29.70 -12.14 : 58.94 15.00 

'28.74 -13.05 58.26 15.00 

•28.89-13.61 56.96 15.00 

•27.72 -14.38 56.71 15.00 

•29.87 -13.53 55.98 15.00 

•27.54 -13.48 58.74 15.00 

26.92 -14,29 57.81 15.00 

27.53 -15,07 55.51 15.00 

29.68 -14.22 54.78 15.00 

28.52 -14,98 54.56 15.00 

30.45 -10.91 60.98 15.00 



184 TOP O 

185 GLY N 
185 GLY GA 
185 GLY C 

185 GLY 0 

186 GLU N 
186 GLU CA 
186 GLU CB 
186 GLU CG 
186 GLU CD 
186 GLU OE1 
186 GLU OE2 
186 GLU C 

186 GLU: O 

187 ASN N 
187 ASN CA 
187 ASN CB 
187 ASN CG 
187 ASN OD1 
187 ASN ND2 
187 ASN C 

187 ASN O 

188 TOP N 
188 TOP CA 
188 TOP CB 
188 TOP CG 
188 TOP CD2 
188 TOP CE2 
188 TOP CE3 
188 TRP CD1 
188 TOP NE1 
188 TOP CZ2 
188 TRP CZ3 
188 TOP CH2 
188 TOP C 

188 TOP 0 

189 GLY N 
189 GLY CA 
189 GLY C 

189 GLY O 

190 ASN N 
190 ASN CA 
190 ASN CB 



TABLE 

-31 .16 -10.28 
-30.48 -10.71 
-31.34 -9.69 
-32 .79 -10,02 
-33.09 -11.01 
-33.73 -9.25 
-35.13 -9.57 
.:. -36.01 -9.41 
-36.02 -8.04 
-37 .04 -7.92 
r36.66 -7.55 
-38.23 -8.21 
;: '' ; -35v67>'. ,:H8 : :; : :78 
'; :-36.84 . '-8: 91- 
-34.80 -7.96 
-35.17 -7.15 
-34.20 ' -5:v97' . 
-34.83 -4.76 
-34.15 -4.03 
-36.12 -4.54 ■ 
-35.15 -8.03 
■ -35.75 -7.72 
-34.45 -9.16 
t34.37 rl0.07 
-33,13 -10.97 
-33.03 -11.92 
-33.46 -13 .29 
-33.26 -13.77 
-34.00 -14.15 
-32.60 -11.64 
-32.73-12.74 
-33.58 -15.08 
-34.31 -15.45 
-34.10 -15.90 
-35 .63 -10.94 
-36.34 -11 , 13 
-35.89 -11.44 
-37.04 -12.29 
-38.26 -11, 99 
-38.56 -10.84 
-38.99 -13.02 
-40.18 -12.81 
-41.17 -13.96 



60.20 15.00 
62 .29 15 . 00 

62 . 86 15 .00 
62.61 15.00 
61.96 15.00 
63.14 15.00 
62.89 15.00 
64.14 15.00 
64.75 15.00 

65.87 15,00 
67 . 00 15 . 00 
65.61 15.00 
61.72 15 .00 
61.34 15; 00 
61.13 15 . 00 
59.99 15.00 
59.84 15 . 00 
59.13 15.00 
58.42 15.00 
59.36 15 . 00 
58.74 15.00 
57.72 15.00 
58.81 15.00 
57.66 15.00 
57,77 15.00 
56.63 15.00 
56.62 15.00 
55-31 15.00 
57.58 15.00 
55.38 15.00 
54 .58 15.00 
54.93 15.00 
57.20 15.00 
55.89 15.00 
57.55 15.00 
58.54 15.00 
56.34 15.00 
56.09 15.00 
56.92 15.00 
57.23 15.00 
57.32 15.00 
58.14 15.00 
57.97 15.00 



WO 97/16177 PCT/US9&17512 

TABLE m 



190 ASN CG 


-42.58 


-13.57 


58.36 


15.00 


190 ASN GDI 


-43.53 


-13.95 


57.69 


15 .00 


190 ASN ND2 


-42.72 


-12.80 


59 . 43 


15.00 


190 ASN C 


■ -39.79 


V : :^12v(5:8- 


59.61 


15.00 


190 ASN 0 


-39.86 


-13 .65 


60.36 


15.00 


191 LYS N 


.'.-39^41:: 


-11.47 


60.02 


15 .00 


191 LYS CA 


-39.;ol 


\<-|ivl : 8;r 


61.41 


15.00 


191 LYS CB 


-40,23 


' %1.26 


62.34 


15.00 


191 LYS CG 


-41.41 


-10.38 


61.96 


15.00 


191 LYS CD 


-42.64 


-10v75 


62.79 


15.00 


191 LYS CE 


. -43.93 


-10^18 


62.20 


15.00 


191 LYS NZ 


-45.15 


-10069 ■ 


62.91 


15.00 


191 LYS C 


-37,94 


■ -i2r.-l4-; 


61.90 


15 .00 


191 LYS 0 


-38.00 


-12.62 


63.03 


15.00 


192 GLY N 


-36.97 


-12.45 


61.05 


15.00 


192 GLY CA 


: -3Sv91: ' 


-13.35 


61.43 


15.00 


192 GLY C 


-36.06 


-14.79 


60.97 


15.00 


192 GLY O 


-35.07 


•-is;5i. 


;60i83 


15.00 


193 TYR N 


-37.30 






15 ; 00 


193 TYR CA 


-37.56 


: 


60.27 


15.00 


193 TYR CB 


-38.79 


-17.14 


61.01 


15.00 


193 TYR CG 


-38.57 


-17:28- 


''N2v49.: 


15.00 
15.00 


193 TYR CD1 


-38.77 


;-16:.;20:-": 


: : - ; :63v35y: ■ 


193 TYR CE1 


-38.49 


-16.30 


64.70 


15.00 


193 TYR CD2 


-38.09 


;-:i ; 8?: : 47 : - 


63v04i 


15.00 


193 TYR CE2 


-37.81 


-18.58 


64>4() 


15.00 


193 TYR CZ 


-38.00 




65.22 


15.00 


193 TYR OH 


-37.69 


-17.57 


66.55 


15; 00 


193 TYR C 


-37.77 


-16.76 


58.76 


15.00 


193 TYR O 


^37.85 


-15,80 


57 . 99 


15 . 00 


194 ILE N 


-37.83 


-18.01 


58.33 


15.00 


194 ILE CA 


-38.06 


-18.34 


56.94 


15.00 


194 ILE CB 


-36.77 


-18.17 


56.07 


15.00 



194 ILE CG2 -35.64 -19.02 56.60 15.00 
194 ILE CGI ; -37.07 -18.54 ] 54.62 15.00 



194 ILE CDl 


-35,87 


-18 


.54 


53 .71 


15 


. 00 


194 ILE C 


-38.59 


-19 


.77 


56.84 


15 


.00 


194 ILE 0 


-38.12 


~io. 


.68 


57.53 


15 


.00 


195 LEO N 


-39.65 


-19 


.93 


56.06 


is 


.00 


195 LEO CA 


-40.27 


-21 


:23 


55.84 


15 


,00 


195 LEO CB 


-41.76 


-21 


.08 


55.61 


15 


.00 


195 LEO CG 


-42. 62 


-21 


,03 


56.88 


15 


. 00 


195 LEO CDl 


-41.90 


-20 


.32 


58.01 


15 


.00 



WO 97/16177 FCT/US96/17512 

TABLE IH 



195 LED CD2 


-43.94 


-20,37 


56.58 


15.00 


195 LEU C 


-39.61 


-21.79 


54 . 60 


15.00 


195 LEU 0 


-39.53 


-21.13 


53.57 


15. 00 


196 MET N 


-39.08 


-23 . 00 


54171 


15.00 


196 MET CA 


-38.42 


-23.63 


' 53.58! 


15.00 


196 MET CB 


-36.96 


^23.90 


53.93 


15.00 


196 MET CG 


' : -36.13 


-22 . 63 : 




15.00 


196 MET SD 


: -34.43 


-22.96 


^54V57" 


15.00 


196 MET CE 


-33.85 


.' -23> 77 


53v09 


15.00 


196 MET C 


-39.17 


: -24,;90 


53.20 


15.00 


196 MET 0 


-39.74 


-25. 58 


54.05 


15.00 


197 ALA N 


-39.23 


■ -25.22 


53.191 


15.00 


197 ALA GA 


-39.93 


-26,41 


51.45 


15.00 


197 ALA GB 


' ^39,79 


: -2e;55 


49.94 


15.00 


197 ALA C 


-39151 


-27.70 


52.15 


15.00 


197 ALA 0 ; 


-38V 3 2 ' 


-27 .92 . 


52.41 


15. 00 


198 ARG;;N 


-40.50 


-28.53 


52.47 


15 .00 


198 ARG GA 


-40.29 


-29 .81 ' 


53 .12 ■ 


15.00 


198 ARG CB 


-40.95 


-29.84 


54.50 


15.00 


198 ARG CG 


-40.91 


-31.22 ■ 


55,15 


15.00 


198 ARG CD 


: -41:v22-\- 


■-31,15: ; 


56.63 


15.00 


198 ARG NE 


•' -42.59 


-30.84 


56.98 


15.00 


198 ARG CZ 


-43 .60 


•r3iiv#o: ;': 


56.98 


15.00 


198 ARG NH1 


-43.40 


-32.96 


; ■■■56l:63; ; " 


15.00 


198 ARG NH2 


-44.79 


-31.32 


57.43 


15.00 


198 ARG C 


-40.86 


-30.94 


52.27 


15.00 


198 ARG 0 


-42.03 


-30.91 


51.88 ; 


15.00 


199 ASN N 


-40.00 


-31.90 


51.96 


15.00 


199 ASN CA 


-40.33 


-33.08 


51. 17 


15,00 


199 ASN CB 


' -41 .68 


-33.69 


51.58 : 


15.00 


199 ASN CG 


-41.66 


-34.26 • 


-53.00 


15. 00 


199 ASN GDI 


-42.63 


-34.12 ; 


53.74 


15.00 


199 ASN ND2 


-40.55 


-34.91 


53.38 - 


15.00 


199 ASN C 


-40.22 


-32.89 


49.66 


15 . 00 


199 ASN 0 


-40.46 


^33.83 


48 .89 


15.00 


200 LYS N 


-39.80 


-31.71 


49.23 


15.00 


200 LYS CA 


-39 . 60 


-31.45 


47. 81 


15,00 


200 LYS CB 


-39.83 


-29.98 


47145 


15.00 


200 LYS CG 


-41.27 


-29.52 


47.67 


15,00 


200 LYS CD 


-41.61 


-28.27 


46 . 88 


15.00 


200 LYS CE 


-43.08 


-27.86 


47.07 


15.00 


200 LYS NZ 


-43.51 


-26.73 


46.16 


15.00 


200 LYS C 


-38.15 


-31.86 


47 . 56 


15.00 



WO 97/16177 

200 LYS 0 

201 ASN N 
201 ASN CA 
201 ASN CB 
201 ASN CG 
201 ASN 6d1 
201 ASN ND2 
2 01 ASN C 

201 ASN O 

202 ASN N 
202 ASN CA 
2 02 ASN CB 
202 ASN CG 
202 ASN GDI 
202 ASN ND2 
202 ASN $ 

202 ASN O 

203 ALA N 
203 ALA H 
203 ALA GA 
203 ALA GB 
203 ALA G 

203 ALA p 

204 CYS N 
204 CYS CA 
204 CYS C 
204 CYS O 
204 CYS CB 

204 CYS Si3 

205 GLY N 
205 GLY CA 
205 GLY C 

205 GLY O 

206 ILE N 
206 ILE CA 
206 ILE CB 
206 ILE CG2 
206 ILE CGI 
206 ILE GDI 
206 ILE C 

206 ILE O 

207 ALA N 
207 ALA CA 



PCT7USW17512 

TABLE m 



-37.29 


1 -31.02 


. 4:7.31 


15.00 


t37.90 


■ ^33.15 


47.74 


15.00 


-36.58 


:,"';f33^74' 


47.55 


15.00 


-36.23 


^33.86 


46.06 


15.00 


-37.27 


•.'^3:4'. 62 


45.25 


15.00 


-37.46 


V -34.34 


44.06 


15.00 




■ -35.58 


45.88 


15.00 


-35.48 


: ^32.95 


48.24 


15.00 


-34.88 




47.64 


15 . 00 


-35.27 


:, r :3i'.23':. 


49.53 


15.00 


-34.21 


-32.62 


50.34 


15.00 


-33.01 


- 0x33^5;*" 


50.33 


15 . 00 


-31.96 


. ^3%:20/-:: 


51.34 


15.00 


-32.27 


-32.76 


52.45 


15.00 


-30.71 




50.98 


15.00 


-33.81 


-31.18 


49.94 


15.00 


-32.63 


-30.88 


49.70 


15 . 00 


■ ; t34§7^' 


! -30.29 


49.91 


15.00 


-35.58 


-30.58 


50.39 


15.00 


-34.60 


-28.89 


49.49 


15.00 


-35.83 


-28.06 


49.83 


15 .00 


-33.41 


-28.27 


50.25 


15.00 


-33.31 


-28:25 


51.47 


15.00 


-32.47 ! 


' -27.71 


49.46 


15.00 


-31.31 


-27.02 


50.02 


15.00 


-30.43 


-21. Bl 


50.92 


15.00 


-29.53 


-27.34 


51.59 


15.00 


-31.78 


-25.79 


50.79 


15.00 


-32.67 


V^2 : 4i58:; 


49.75 


15.00 


r3:0>:64";. 


-29.19 :" 


50.92 


15.00 




-30.06 


51.76 


15.00 


-30.07 


-29,75 ■ 


53.23 : 


15 . 00 


-29.14 


-29.81 


54.04 


15.00 


-31.29 




53.59 


15.00 


-31.60 


-29.06 


54.98 


15 . 00 


-33.08 


-28 . 64 


55.16 


15. 00 


34 .01 


-29.71 


54 .60 


15.00 


•33.38 


-28.40 


56.63 


15.00 


34.65 


-27.65 


56.89 


15.00 


31.30 


-30.24 


55.91 


15.00 


30.92 


-30.05 


57.07 


15.00 


31:42 


-31.46 


55.39 


15.00 


31.16 


-32.64 


56.19 


15.00 



WO 5*7/16177 

20* ALA GB 
207 ALA G 

207 ALA O 
20 8 ASN n 

208 ASN GA 
208 ASN GB 
208 A^ GG 
208 ASN (DDI 

208 

208 A^ O ■ 

209 LTO N ' 
209 LEO CA 

. 209 LEU GB 
209 LE^ CG 
:209:: : ;i^:,:a^;.- 

209 LEU C 

2^9 LEU Oi; 

210 ALA H • 
210 ALA CA 
210 ALA GB 

210 ALA C 
210 

211 SER N 

' ^i:r>^5:CA • 
i: 211 GB 

; 211 sro OG 

211 SEk C ' • 
V' ;.. 211 SER O 

212 PHE N 
212 PHE GA 
212 PHE CB 
212 PHE GG 
212 PHE GDI 
212 PHE CD2 
212 PHE GE1 
212 PHE GE2 
212 PHE CZ 

' ; 212 PHE ; G 

212 PHE O 

213 PRO N 



PCT/US96/17512 





TABLE m 




-32.30 


-33.64 


: 56, 03 . 


15.00 


-29.82 


-33.31 


55.92 


15.00 


-29 .71 


■ -34.52 


■;. 55.99 


15 .00 


-28; 75 


;:'-32S54v 


: ; ; .:5$^69 


15.00 


-27.44 


>33^14 : s 


> 55.41 


15.00 


-26.91 


-32^66 


54C07 


15.00 


t27v50 


.'• : -33Sl42'; 


52.92 


15.00 


-28.69 


-33.32 


'} 5 2 . 6 6 


15 .00 


-26.68 


-34\22 


52 ,24 


15.00 


-26.38 


-32:91 


56.46 


15.00 


-25.30 


.-33v49^ 


56,40 


15.00 


-26.65 


-32.01 


57.40 


15.00 


t25v71 


-31.72 


: 58:47 


15.00 


-24 .78 


-30.58 


; 58.07 


:15.00 


-23.44 


-30.57 


58.80 


15 . 00 


^22.65 


-31.81 


58 .41 


15.00 


-22.65 


-29.33 


58.46 ' 


15.00 


-26.52 


-31.34 


59.69 


15.00 


-26.24 


-30.34 ; 


60.34 


15. 00 


-27.55 


' -32 .13 .. 


59.94 


15.00 


-27.87 


-32.61 : 


59.15 ' 


15.00 


■-28.41 


-31,91 


61.10 


15, 00 


-29.82 


-32;45 '■ 


60.85 


15 . 00 


-27-84 


-32,66 


62,31 


15 . 00 


-27.12 


-33 ,64 


62.12 


15.00 


-28.10 


-32.14 


63.49 


15.00 


-27.62 


-32.76 


64.72 


15.00 


-26, 11 


-32.53 


64.90 


15.00 


-25.80 


-31.16 


65.02 


15.00 


-28.35 


-32.12 


65.88 


15.00 


-28.97 


-31.08 


65.73 


15.00 


-28.31 


-32.77 


67.03 


15.00 


-28.95 


-32.21 


68.21 


15.00 


-30.43 


-32.63 


68.32 


15.00 


-30.66 


-34.13 


68.43 


15 . 00 


-31.05 


-34.86 


67.32 


15 .00 


-30.55 


-34 ,79 


69.67 


15.00 


-31.34 


-36.23 


67.44 


15.00 


-30.83 


-36.15 : 


69.79 


15 . 00 




-36.86 


68.67 


15.00 


-28.14 


-32.62 


69.42 


15,00 


-27 .50 


-33 .67 


69.42 


15.00 


-28/02 


-31.73 


70.40 


15.00 




m 







WO 97/16177 

213 PRO CD 
213 PRO CA 
213 PRO CB 
213 PRO GG 
213 PRO G 

213 PRO O 

214 LYS N 
214 LYS CA 
214 LYS CB 
214 LYS CG 
214 LYS CD 
214 LYS CE 

214 LYS NZ : 
•.. 214 LYS C : ; 

.214 LYS O 

215 MET N 
.., 215 MET CA 

215 MET CB 
215 MET CG 
215 MET SD 
215 MET CE 
215 MET C 
215 MET OT1 

215 MET OT2 

216 HOH OH2 

217 HOH OH2 

218 HOH bH2 

219 HOH OH2 

220 HOH OH2 

221 HOH OH2 

222 HOH OH2 

223 HOH OH2 

224 HOH OH2 

225 HOH OH2 

226 HOH OH2 

227 HOH OH2 

228 HOH OH2 

229 HOH OH2 

230 HOH OH2 

231 HOH OH2 

232 HOH OH2 

233 HOH OH2 

234 HOH OH2 



PCT/US96/17512 

TABLE m 

-28.4? -30.34 70.46 . 15.00 
-27^25 -32.08 71.59 15.00 
~26 -39 -30.73 72 .23 15.00 
-2804- -29.98 71.91 15.00 

; -28^08 -32.96 72. 51 15.00 

-29-31 -32.92 72.48 15.00 

"27.43 -33.79 73 . 30 15. 00 

-28.14 -34.63 74.23 15.00 

-27.49 -36.02 74.28 15.00 
-28; 32 - ^37.14 73 .61 ':■ ' 15 . 00 

-27.43 -38.10 72.81 15.00 

-26.30 -38.66 73.65 15.00 

-25.35 -3 9; 45 72.81 15.00 

"28 02 -33.93 75.57 15.00 

-26.95 -33.45 75.91 15.00 

-29-11 -33.79 76.30 15.00 

"29.01 -33. 15 77.60 15.00 

-29.60 -31.73 77.56 15.00 

"28-77 -30.73 78. 36 15.00 

-29-41 -29.06 78.37 15.00 

-30.41 -29.07 79.82 15.00 

-29.66 -33 : 98 78.71 15.00 

-30.59 -34.77 78.41 15.00 

-29.20 -33.85 79.87 15.00 

-28.05 -18.06 84.86 15.00 

-23.19 -33.36 81.36 15.00 

"31.64 -15.80 65.41 15.00 

-30 . 17 -19.91 64. 18 15 .00 

-13.36 -11.60 62.86 15.00 

-9.95 -9.46 71.42 15 . 00 

-34.59 -22.68 70.30 15.00 

-17 . 52 -33 .99 64.33 ; 15.00 

-15.72 -11.02 61.35 15.00 

-24.41 -30.51 62.51 15.00 



-10 


.27 


-5 


.38 


68.19 


15.00 


-11 


.06 


-16 


.84 


67.70 


15.00 


-44 


.88 


-30 


.73 


49 . 92 


15.00 


-44 


-59 


-36 


.65 


56.24 


15.00 


-37 


■78 


-15 


.40 


68.33 


15.00 


-38 


.40 


-35 


.66 


51.51 


15.00 


-18. 


.90 


-36. 


.86 


61.93 


15.00 


-41. 


.75 


-34. 


.32 


46,57 


15.00 


-28. 


.01 


-19. 


38 


62.11 


15.00 



W097/MI77 PCT/US96/17512 

TABLE ID 

235 HOH OH2 -21.94 -29.60 62.55 15.00 

236 HOH OH2 -26.15 ^8:89 74.53; 15.00 

237 HOH OH2 -29.39 -20.71 79,14 15.00 

238 HOH OH2 -30.20 -22.42 84.30 15.00 

239 HOH OH2 -40 .59 -13.37 49.72 15.00 

240 HOH OH2 -36 . 04 -24.57 49.50 15.00 

241 HOH OH2 -46.35 -34.82 56.72 15.00 

242 HOH OH2 -24.71 -3.06 61.99 15.00 

243 HOH OH2 -44.08 -16.56 65:62 15.00 

244 HOH OH2 -25.57 -5.90 65.10 15.00 

245 HOH OH2 -33, 44 -27 .60 71.31 15. 00 

246 HOH OH2 -47.48 -27.33 77.05 15.00 
.... 247 HOH OH2 -14.60 -14.01 81.32 15.00 

248 HOH OH2 -7.93 -18.05 73.48 15.00 

249 HOH OH2 -7.49 -16.70 75.98 15.00 

250 HOH OH2 -26.27 -35.42 59.26 15.00 

251 HOH OH2 -35.15 —10.72 $3.73 15.00 

252 HOH OH2 -33,62 -27.20: 46.10 15.00 

253 HOH OH2 -40.60 -16.73 45.07 15.00 

254 HOH OH2 -41.25 -34.55 55.94 15.00 
255HOHOH2 -40.71 -18.20 72.64 15.00 

256 HOH OH2 -32.67 -13.41 60.76 15.00 

257 HOH OH2 -39.61 -9.04 58.76 15.00 

258 HOH OH2 -31.33 -8.54 65.90 15.00 

259 HOH 0H2 -31.41 -5.90 63.60 15.00 

260 HOH OH2 -19.54 -8.02 63 .36 15 .00 

261 HOH OH2 -33.59 -19.88 70.38 15.00 

262 HOH OH2 -32.78 -42.12 66.81 15.00 

263 HOH OH2 -13.22 -22.75 77.99 15.00 

264 HOH OH2 -8.15 -22,46 73.27 15.00 

265 HOH OH2 -9.06 -29.93 75.92 15.00 

266 HOH OH2 -20.77 -33.56 62.36 15.00 

267 HOH OH2 -24.27 -45.12 64.98 15.00 
I 268 HOH OH2 -11.63 -32.82 70.13 15.00 

269 HOH OH2 -11.87 -26.78 72.10 15.00 

270 HOH OH2 -19. 16 -34 . 47 79. 41 15 (t 00 
271HOHOH2 -22.14 -37.69 70.75 15.00 

272 HOH OH2 -34.50 -24.81 88.02 15.00 

273 HOH OH2 -6.96 -12.16 66.61 15.00 

274 HOH OH2 -7.05 -22.45 69.94 15.00 

275 HOH OH2 -16.95 -20.23 55.91 15.00 

276 HOH OH2 -29.20 -20.58 48.90 15.00 

277 HOH OH2 -25.90 -22.48 45.16 15.00 



WO 97/16177 



PCT/US96/17S12 



278 HOH 0H2 -35.36 

279 HOH OH2 -20.12 

280 HOH OH2 -38.87 

281 HOH OH2 -38.13 



TABLE m 

-37.73 52.91 15.00 

-27.71 43.74 15.00 

-31.38 41.99 15.00 

-30.43 51,07 15.00 



WO 97/16177 PCT/US96/17512 

' TABLE VI 

6 ASP CA ^43.81 -24.70 66.29 15.00 

6 ASP CB -44 .76 -23 .60 65.80 : 15 . 00 

6 ASP CG -44.06 -22.25 65.59 15 ;:O0 

6 ASP OD1 -42>88 -22.10 65.94 15.00 

6 ASP OD2 -44 .73 -21.33 65.08 15.00 

6 ASP C -43;41 -24.48 67.75 15.ib 

6 ASP 0 -44 .26 -24 .33 68 .63 ISuOO ' 

7 TYR N -42.12 -24; 54 68; 00 15; 00 
7 TYR CA -41.60 -24.37 69.34 15.00 
7 TYR CB -40.20 -24 .96 69 . 42 15 .00 
7 TYR CG -40.23 -26.49 69.41 15.00 
7 TYR CD1 -40.62 -27.20 70.55 is.OO 
7 TYR CE1 -40.66 -28.57 70.55 15.00 
7 TYR CD2 -39.89-27.21 68.27 15.00 
7 TYR CE2 -39.94 -28.60 68.26 15.00 
7 TYR CZ -40.32 -29.27 69.41 15.:00 
7 TYR OH -40.40 -30.63 69.42 15.00 
7 TYR C -41.64 -22.94 69; 83 15; 00 

7 TYR O -41.52 -22.68 71.03 15.00 

8 ARG N -41.85 -22 . 01 68.90 15.00 
8 ARG CA -41.91 -20.58 69.22 15.00 
8 ARG CB -42.07 -19.74 67.95 15.00 
8 ARG CG -40.84 -19.78 67.04 15.00 
8 ARG CD -41.01 -18.96 65.78 15.00 
8 ARG NE -41.97 -19.57 64.86 15.00 
8 ARG CZ -42.43 -18.97 63.77 15,00 
8 ARG NH1 -42.03 -17,75 63.46 15. 00 
8 ARG NH2 -43.30 -19.60 62.98 15.00 
8 ARG C -43.09 -20.36 70.15 15.00 

8 ARG O -42 . 95 -19.71 71.18 15.00 

9 LYS N -44.23 -20.95 69.82 15.00 
9 LYS CA -45.41 -20.80 70.64 15.00 
9 LYS CB -46.59 -21.48 69.96 15.00 
9 LYS CG -46.93 -20.90 68.60 15.00 
9 LYS CD -47.74 -21.89 67.79 15.00 
9 LYS CE -48.07 -21.38 66; 41 15.00 
9 LYS NZ -48. 46 -22 .50 65,49 15. 00 
9 LYS C -45.16 -21.46 71.99 15.00 
9 LYS O -45.70 -21.01 73.01 15,00 

10 LYS N -44.29 -22.46 71.99 15.00 

10 LYS CA -43.94 -23.25 73.18 15.00 

10 LYS CB -43.34 -24.60 72 .77 15.00 

10 LYS CG -44.19 -25.43 71.81 15.00 



v*'l 



TABLE VI 



10 LYS CD 


-45.03 


-26.48 


72.52 


15.00 


10 LYS CE 


-46.23 


-25.86 


73.25 


15; 00 


10 LYS NZ 


-47 


-25.31 


72.33 


15.00 


10 LYS e 


-42 . 97 


;'!22.:v5*9 


74.15 


15.00 


10 LYS 0 


' ; -42 . 91' 


-22.97 


J75.32 


15.00 


11 GLY N 


-42.15 


-21.66 


734 67 • 


15,00 


11 GLY CA 


-41.20 


■ t 2 % 02 


74; 57 


15.00 


11 GLY C 


-39483 


-2i:68 


: 74 .55 


15.00 


11 GLY 0 


-39 ,00 


■;.-21 : .:42..' 


: 75, 42 


15.00 


. 12 TYR N 


■ -39157 


-22.49 


' 73>53 


15 . 00 


12 TYR CA 




-23.18 


73.39 


15.00 


12 TYR CB 


•^38>;48>' 


-24.53 


72 .68 


15.00 


12 TYR CG 


-39.09 


-25.67 


73.49 


15.00 


12 TYR CD1 


-40.24 


-25.49 




15.00 


12 TYR CE1 


-40.82 


-26.55 


;\-^44'95." 


15.00 


12 TYR CD2 


-38.55 


-26.95 


73 . 42 


15.00 


12 TYR CE2 


: -39.13 


-28.01 


•:'l4;^9&. : : - 


15.00 


12 TYR CZ 


-40.26 


-27.81 


: 74.85 


15.00 


12 TYR OH 


-40 ,86 


—28.88 


75.47 ' 


15.00 


12 TYR C 


-37.31 : 


-22437 


' 72; 55 


15,00 


12 TYR 0 


-36.15 


-22.73 ' 


72.44 ' 


15. 6o 


13 VAL N 


-37.78 


-21.29 '; 


71,94 


15.00 


13 VAL CA 


-36.94 


^20.46 


71.07 


15.00 


13 VAL CB 


-37.56 


-20,37 


69.65 


15 . 00 


13 VAL CGI 


-36,60 


— l?,7b' 


68.68 


15.00 


13 VAL CG2 


' -37,91 


-21476 


69 .16 


15.00 


13 VAL C 


-36.75 


-.19,06 


71.62 


15.00 


13 VAL 0 


-37 .70 


-18-41 


72; 02 


15.00 


14 THR N 


-35 .51 


-18.61 


71.66 


15.00 


14 THR CA 


-35.21 


-17.27 


72.15 


15.00 


14 THR CB 


-33.80 


-17.21 


72.74 ; 


15.00 


14 THR OG1 


-32 .85 


-17.58 


71.74 


15 ,00 


14 THR CG2 


' "33.69 


-18.13 


73.92 


15 .00 


14 THR C 


-35.31 


-16.23 


71.02 


15.00 


14 THR 0 


-35.46 


-16.59 


69.85 


15; 00 


15 PRO N 


-35.25 


-14^94-: 


71.35 


15 ,00 


15 PRO CD 


-35.15 


-14.35 


72.71 


15.00 


15 PRO CA 


-35. 34 


-13.89 


70.34 


15 .00 


15 PRO CB 


-35.15 


-12. 62 


71,16 


15 . do 


15 PRO CG 


-35.72 


-12.99 


72,50 


15. 00 


15 PRO C 


-34.26 


-14. 00 


69,25 


15.00 


15 PRO O 


-33 .13 


-14.41 


69.53 


15.00 


16 VAL N 


-34 . 61 


^13.62 


68.02 


15 • 00 
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TABLE VI 



16 VAL CA 


-33.69 


-13>67 


66 w 89 


15 . 00 




^34v39 


-13. 43 


65; 54 


15 .00 




-33>36 


•;-13:y:27i: 


64.43 


15 i 00 


16 WtL GG2 


-35v29 


-14 .58 


65; 20 


15 00 


16 VAL C 


-32.56 


-12 .66 


67; 05 


15 00 


16 VMi 0 


—32; 79 


-11:47 


67.28 


15 00 


17 iiYS N 


-31.34 


-13.17 


66; 92 


15 00 

*J . UU' 


17 LYS CjA 


-30 .15 


-12;36 


67.04 


15 00 


17 LYS CB 


-29.13 


^13,09 


67-91 


15.00 


17 LYS CG 


-29.67 


-13.49 


69 .27 


15 00 


17 lys eb 


-30.28 


-12; 30 


69 96 

Vy «:y w 


15 no 


17 LYS GE 


-30 .93 


-121(55 


71 28 


15 00 


17 LYS NZ 


-31,68 


-11.47 


71 S3 - 


1 5 00 


17 LYS C 


-29.58 


-12; 08 


65Vw5 •: 


15 00 


17 - LYS rd; -. ' . 


-30.13 

^28; 48 


••:-l2-;:S2- 
-11.33 


64; 64 
65; 60 


15 00 
15 00 


18 ASN GA 


-27-82 


-10; 98 


64 34 


15 00 


•:;ia. ; A^:::: : (^:;. 


-28.02 


:-;: :: -9-.:49:-- ■■ 


64 0*5 


i5 on 


18 ASN CG 


-27.42 


-9^05 ; 


62 7:2 •' 


15 00 

;X y.« UU: . 


18 ASN OD1 


-26 v35 


-9 .49 


62 32 


15 on 


18 ASN ND2 


-28,11 


-8; 15 


62 03 


1 5 nri 


18 ASN G 


-26 .32 


-11.27 


64 49 


15 00 


18 ASN 0 


-25.67 


-10 J 71 


■ 65 17 


15 on 

XJ • UU 


19 GLN N 


-25.79 


-12vi4 


63 ; 63 


15 on 


19 GLN CA 


-24.38 


-12.49 


63 68 


15 00 

XJ • UU : 


19 GLN CB 


-24.08 


-13; 76 


62 .87 


15 00 


19 GLN CG 


-24. 55 


-13.74 


61 41 


15 00 


19 GLN CD 


-24.19 


-15.02 


60 .65 


15 00 

• • WW 


19 GliN PEl 


-25.06 


-15.85 


60 .37 


15 00 

. J. -J . w w 


19 GLN NE2 


-22.92 


-15.16 


60 ; 2 8 


15 00 

. WW 


19 GLN C 


-23 . 43 


-11,34 


63 .29 


15 00 

. .WW 


19 GLN 6 


-22 .26 


•-11.V34-' 


63 . 67 


15 00 

X J I WW 


20 GLY N 


-23 ,92 


-10.39 


62.50 


15 00 

•L.J * WW 


20 GLY GA 


-23.11 


'.-9v:25--..- 


62 11 

v** • — ■■■■■■ 


15 00 

1J « UU : 


20 GLY C 


-22.23 


-9;49 *.'" 


60 91 


15 00 

Xy«UU 


20 GLY 0 


-22.71 


—9.92 


59 87 

yv • w / 


15 on 

X3 . UU 


21 GLN N 


-20.96 




fil 09 


jc n n 


21 GLN CA 


-20.02 


-9.34 


59.92 


15.00 


21 GLN CB 


-19.11 


-8.11 


59 .75 


15.00 


21 GLN CG 


-19.78 


-6.87 


59.13 


15.00 


21 GLN CD 


-20.32 


-7.il 


57.72 


15.00 


21 GLN OEl 


-19.57 


-7.44 


56.79 


15.00 


21 GLN NE2 


-21.62 


-6.95 


57.55 


15. 00 



TABLE VI 



21 GLN C 

21 GLN 0 

22 CYS N 
22 CYS CA 
22 CYS C 
22 CYS O 
22 CYS CB 

22 CYS SG 

23 GLY N 
23 GLY GA 
23 GLY G 

23 GLY 0 

24 SER N 
24 SER GA 
24 SER CB 
24 SER OG 
24 SER C 

24 SER O 

25 CYS ir 
i5 CYS CA 
25 CYS CB 
25 CYS SG 
25 CYS C 
25 CYS O 
25 INH CI' 
25 INH C2 
iS INH C3 
25 INH C4 
25 INH C5 
25 INH C6 
25 INH C7 
25 INH 08 
25 INH C9 
25 INH CIO 
25 INH Cll 
25 INH C12 
25 INH C13 
25 INH C14 
25 INH 015 
25 INH N16 
2 5 INH N17 
25 INH CIS 
25 INH CI 9 



-19.18 


-10.59 


-18.39 


-11.01 


-19.34 


-11 . 17 


#18.63 


-12. 38 


-19.40 


-13 .60 


#26.64 


-13 58 


-18.52 


-12.41 


-17.94 


-13.95 


-18; 68! 


-14.63 


-19.32 


-15.82 


-19.52 


-16.87 


-19.06 


#18.00 


-20.24 


-16.49 


-20.52 


-17 .34 


--20.42 


-16 49 


-21 .27 


-15.36 


-21.92 


-17 h 95 


-22.54 


-18.24 


-22.40 


^ 18. 17 


-23 . 72 


-18 .75 


-24 .08 


-18 .74 


-23.06 


-19.79 


-23.81 


-20.15 


-24 . 90 


-20.59 


-27.01 


-9,79 


-26.33 


-10.46 


-2* , 12 


-11.10 


-24.57 


-11 .08 


-25.26 


-10.40 


-26.47 


-9 . 76 


-23.25 


-11.75 


-23.16 


-13 . 18 


-22.82 


-13 .83 


■22 .10 


-13 .30 


-23.03 


-15 . 93 


22.32 


-15.39 


21.85 


-14 07 


23.54 


-17.29 


24.49 


-17.82 


22.71 


-17,77 


22.76 


-19.07 


23.27 


-15 . 13 


22.05 


-19.01 



60.17 15.00 
59.33 15; 00 

61.36 15.00 
61.75 15vb0 
61.22 15. Off 
61.15 15.00 
63.27 15.00 
64.05 15 vOO 
60.78 15 .00 
60.25 15.00 
61.32 15.00 

61.18 15.00 

62.37 15.00 
63 .52 15.00 
64.77 15.00 

64 .65 15.00 
63.44 15.00 
64. 47 15.00 
62.23 15; 00 

62 . 04 15.00 
60.55 15.00 
59.52 15.00 

62.66 15; 00 

63.05 15 ,00 
58.47 15.00 
59.49 15.00 
59.22 15.00 
57.94 15.00 
56.92 15; 00 
57.18 15 . 00 
57.65 15.00 
57.51 15.00 
56.29 15.00 
55.22 15.00 
55.08 15 . 00 
54.01 15,00 
54.07 15,00 
55.29 15.00 
54.70 15.00 
56.29 15.00 
56.92 15.00 
56.20 15.00 
58.26 15.00 



TABLE VI 



25 INH 020 
25 INH C21 
25 INH G22 
25 INH C23 
25 INH C24 
25 INH G25 
25 INH C26 
25 INH C27 
25 INH 028 
25 INH C29 
25 INH ;03O 
25 INH C31 
25 INH C32 
25 INH C33 
25 INH C34 
25 INH C35 
25 INH C36 
25 INH 037 
25 JINH N38 :' 
25 INH U39 

25 INH N40 

26 TOP N 
26 TOP CA 
26 TOP CB 
26 TOP CG 
26 TRP GD2 
26 TOP CE2 
26 TOP CE3 
26 TOP CD1 
26 TOP NE1 
26 TOP CZ2 
26 TOP CZ3 
26 TOP GH2 
26 TOP C 

26 TOP 0 

27 ALA N 
27 ALA CA 
27 ALA CB 
27 ALA C 

27 ALA 0 

28 PHE N 
28 PHE GA 
28 PHE CB 



-21.78 

-21.27 

-20.95 

-20.34 

-20.03 

-20.35 

-20.96 

-19 .35 

-20.01 

-20.09 

-19.34 

-21.28 

-21.14 

-22.16 

-23.25 

-21.45 

-20.52 

-19.37 

-21.23 

-20.81 

-21 .01 

-22.67 

-22.65 

-21.35 

-20.11 

-19 .48 

-18 .42 

-19.71 

-19.41 

-18.40 

-17.59 

-18.88 

-17.84 

-22.85 

-23.57 

-22.24 

-22.33 

-21.35 

-23.74 

-24 .21 

-24.42 

-25.79 

-26.23 



-17.83 

-30.33 

-30.49 

-29.44 

-28i23 

-28.09 

-29.12 

-27.11 

-25.85 

-25.30 

-25.70 

-23.64 

-24.56 

-25.68 

-25.62 

-27.01 

-22.34 

-22.35 

-21.24 

-19.86 

-24.34 

-20.83 

-22.16 

-22 .91 

-22.22 

-22-37 

-21.44 

-23.18 

-21.27 

-20.78 

-21.30 

-23.05 

-22.11 

-22.06 

-22.86 

-21,04 

-20.83 

-19.78 

-20.47 

-20.91 

-19 . 66 

-19.27 

-18.10 



58.57 

52.84 

54.19 

54 . 89 

54.25 

52.90 

52.19 

55.01 

55.20 

56.50 

57.40 

57 . 93 

59.14 

59 ; 35 

58.28 

59.33 

58.22 

58.66 

57 .98 

58.17 

56.66 

62.82 

63 .44 

63.12 

63 . 59 

64.87 

64.92 

65 . 98 

62.93 

63.72 

66.03 

67.10 

67.11 

64.96 

65.55 

65i57 

67.01 

67,46 

67.45 

68.50 

66.66 

66.96 

66.07 



15.00 

15 .00 

15.00 

15. 00 

15.00 

15 .00 

15.00 

15.00 

15,00 

15.00 

15. 00 

15.00 

15 . 00 

15.00 

15.00 

15 .00 

15.00 

15 .00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15v00 

15 . 00 

15.00 

15.00 

15,00 

15.00 



its 



28 PHE CG -25.67 
28 PHE GDI -24; 46 
28 PHE GD2 -26.35 



28 PHE CE1 


-23.92 


28 PHE CE2 


-25.81 


28 PHE CZ 


-24.60 


28 PHE G 


-26.74 


28 PHE 0 


-27.62 


29 SER N 


-26.56 


29 SER CA 


-27.40 


29 SER CB 


-27.05 


29 SER OG 


-27.68 


29 SER G 


-27.28 


29 SER 0 


-28.27 


30 SER N 


-26. 06 


30 SER CA 


-25.79 


30 SER CB 


? : %24:;29 


30 SER OG 


; : -23 . 64 : 


30 SER C- 


-26.44 


30 SER 0 


-27.07 


31 VAL N 


-26.25 


31 VAL CA 


-26.81 


31 VAL CB 


-26.39 


31 VAL CGI 


-27,52 


31 VAL CG2 


-25.18 


31 VAL C 


-28,32 


31 VAL 0 


-28.95 


32 GLY N 


-28.89 


32 GLY CA 


-30,32 


32 GLY G 


-30.76 


32 GLY 0 


-31.77 


33 ALA N 


-30.00 


33 ALA CA 


-30,28 


33 ALA CB 


-29.29 


33 ALA C 


-30.20 


33 ALA 0 


-31.19 


3 4 LEU N 


-29.06 


34 LEU CA 


-28.87 


34 LEU CB 


-27.55 


34 LEU CG 


-26.25 


34 LEU GDI 


-25.07 


34 LEU CD2 


-26.11 


34 LEU C 


-30.02 



TABLE VI 

-16.77 66.49 15.00 

-16,32 65.99 15.00 

-15.98 67 .42 15.00 

-15.11 66.41 15.00 

-14.78 67.84 15.00 

-14.35 67 . 34 15.00 

-20.47 66.82 15.00 

-20.68 67.66 15.00 

-21.25 65.78 15.00 

-22.41 65.55 15.00 

-23.08 64.23 15,00 

-24.35 64.15 15.00 

-23. 44 66.66 15,00 

-24.06 67.03 Isjoo 

-23.65 67 . 16 15.00 

-24^61 68.22 ISlOO 

-24.72 68,44 15, 00- 

-25.04 67.22 15; 00 

-24.15 69.51 15 .00 

-24.93 70,25 15.00 

-22.87 69.80 15.00 

-22.23 70.98 15.00 

-20.75 71.00 15 .00 

-19.85 71.44 15.00 

-20.58 71.92 15 .00 

-22,41 70.92 15.00 

-22 .72 71.94 15.00 

-22.27 69.73 15; 00 

-22.44 69.56 15.00 

-23.83 69.97 15 . 00 

-24.00 70.65 15 .00 

-24.83 69.55 15.00 

-26.21 69.89 15.00 

-27.14 69.22 15.00 

-26.34 71,42 15.00 

-26.70 72.06 15.00 

-25.98 71.99 15.00 

-26.06 73.44 15.00 

-25.42 73.85 15.00 

-26.10 73.41 15.00 

-25.21 73.74 15.00 

-27.45 74.08 15.00 

-25.41 74.21 15.00 



WO 97/1*177 



PCTAJS96/17512 



34 LEU 0 


-30.59 


35 GLU N 


-30.39 


35 GLU CA 


-31.46 


35 GLU CB 


-31.63 


35 GLU CG 


-30.41 


35 GLU CD 


-30 . 58 


35 GLU OE1 


-31. 46 


35 GLU OE2 


-29.83 


35 GLU C 


-32 .79 


35 GLU O 


-33.51 


36 GLY N 


-33.11 


36 GLY CA 


-34.35 


36 GLY C 


-34 ; 42 


36 GLY 0 


-35.48 


37 GLN N 


-33.28 


37 GLN CA 


-33.21 


37 GLN CB 


-31.94 


37 GLN CG 


-32.00 


37 GLN CD 


-33 , 19 


37 GLN OE1 


-33.32 


37 GLN NE2 


-34.07 


37 GLN C 


-33.28 


37 GLN O 


-33.94 


38 LEU N 


-32.64 


38 LEU CA 


-32.62 


38 LEU CB 


-31.77 


38 LEU CG 


^31.54 


38 LEU CD1 


-30,73 


38 LEU CD2 


-30,82 


38 LEU C 


-34.04 


38 LEU 0 


-34.31 


39 LYS N 


-34.94 


39 LYS CA 


-36.32 


39 LYS CB 


-37.04 


39 LYS CG 


-38.53 


39 LYS CD 


-38.85 


39 LYS CE 


-40.35 


39 LYS NZ 


-40.71 


39 LYS C 


-36.98 


39 LYS 0 


-37.63 


40 LYS N 


-36.73 


40 LYS CA 


-37,28 


40 LYS CB 


-36.61 



TABLE VI 




-26-01 


75.13 


15 .00 


-24.20 


73.80 


15.00 


-23; 44 


74.44 


15.00 


-22,08 


73.77 


15.00 


-21,18 


73.87 


15 .:00 


-19.86 


73; 15 


: 15 ,00 


• -19.76 


72.27 


15.00 


-18.92 


73 . 46 


15.00 


-24.17 


74.42 


15.00 


-24.18 


75.42 


15 . 00 


-24.77 


'3-27 


15.00 


-25.52 


73.13 


15.00 


:-26 . 67 . ■ 


74; 11; 


viis^oo/ 


-26,98 


•74^65:f 


15.00. 


-27:30 


74.37 


15.00 


-28;42 


• 75>29 


15.00 


-^29.22 


7$. 05 


15.00 


-30.06 


73.80 


15.00 


-31.00 


73 .80 


15.00 


-31.84 


74.69 


15.00 


-30.83 


72. 84 


15.00 


-27.96 


76.74 


15.00 


-28.58 


77.58 


15.00 


-26.83 


77 . 01 


15.00 


-26 .25 


78.35 


15 . 00 


-24.98 


78.37 


15.00 


-24.37 


79 . 75 


15.00 


-25.34 


80.61 


15.00 


-23.05 


79.63 


15. 00 


-25.95 


78.83 


15.00 


-25.95 


80.02 


15.00 


-25.65 


77-90 


15.00 


-25.38 


78 .26 


15.00 


.-24.66 


77,12 


15 . 00 


-24.45 


77.32 


15.00 


-23.47 


78.43 


15.00 


-23.46 


78.70 


15.00 


-22.74 


79.94 


15.00 


-26.72 


78.54 


15.00 


-26.90 


79.57 


15.00 


-27.68 


77.65 


15. 00 


-29.03 


77.72 


15.00 


-29.90 


76.66 


15 . 00 



WO 97/16177 

40 LYS CG -37.25 

40 LYS CD -38.51 

40 LYS CE -39.15 

40 LYS NZ -38.32 

40 LYS C -37.07 

40 LYS O -37.99 

41 LYS N -35.87 
41 LYS CA -35.54 
41 LYS CB -34.07 
41 LYS CG . ; -33.59 
41 LYS CD -34.50 

. ,;V;41 LYS CE -' .- -34 .05 

4i; LYS NZ -35 .06 

41 LYS C -35.79 

41 LYS O -36.48 



42 THR N 


-35.20 


42 TOR CA 


-35.30 


42 THR CB 
42 THR OG1 


-34.20 


42 THR CG2 


-32.95 
. -34^13 


42 THR C 


-36.64 


42 THR 0 


-36.96 


43 GLY N '. 


-37.43 


43 GLY CA 


-38 .70 


43 GLY C 


-38.52 


43 GLY 0 


-39.48 


44 LYS N ■ . 


-37.27 


44 LYS CA 


-36.94 


44 LYS CB 


-36.25 


44 LYS CG 


-37.19 


44 LYS CD 


-36.45 


44 LYS CE 


-35.71 


44 LYS NZ 


-36.62 


44 LYS C 


-35.98 


44 LYS 0 


-35.10 


45 LEU N 


-36.17 


45 LEU CA 


-35.33 


45 LEU CB 


-36.23 


45 LEU CG 


-35.64 


45 LEU CD1 


-35.28 


45 LEU CD2 


-36.67 


45 LEU C 


-34.33 


45 LEU O 


-34.59 



PCT/US96/175I2 

TABLE VI 

-31.25 76.41 15.00 

-3i,i0 75.61 15.00 

-32.44 75.34 15.00 

-33.29 74.44 15.00 

-29.66 79.08 15.00 

-30.28 79.63 15.00 

-29.50 79 .64 15.00 

-30.10 80.93 15.00 

-30.55 80.94 15.00 

-31.28 79.68 15.00 . 

-32.44 79.28 15.00 

-33.08 77.96 15.00 

-34.05 77.42 15.00 

-29.20 82.14 15.00 

-29.59 83.09 15.00 

-28.01 82.11 15.00 

-27.03 83.19 15.00 

-25.98 82.99 15.00 

-26.64 82.85 15.00 

-25.03 84.17 15.00 

-26.32 83.38 15.00 

-25'. 86 84.48 15.00 

-26.23 82.31 15.00 

-25.53 82.38 15.00 

-24.01 82.29 15.00 

-23.25 82.34 15.00 

-23.57 82.16 15.00 

-22.15 82.05 15 .00 

-21.65 83.33 15.00 

-21.45 84.50 15.00 

-21.05 85;7fi 15.00 

-22.21 86; 39 15.00 

-23.38 86.62 15.00 

-21.98 80.87 15.00 

-22i82: 80; 66 15.00 

-20.92 80.10 15.00 

-20.65 78.93 15.00 

-20:21 77.77 15.00 

-20.07 76.38 15.00 

-21.42 75.82 15.00 

-19.42 7.5. . 52 15.00 

-19.56 79.25 15.00 

-18.70 80.09 15.00 



WO 97/16177 



PCT/US9*/17512 



TABLE VI 



46 LEU N 


-33.18 


7 19 ... 57 


78.58 


"■is vbo 


46 LEU GA 


-32,16 


-18.56 


78. 80 




46 LEO GB 


-31,30 


-18.93 


80.01 


15.00 






^17 i 78 


80.61 


is , 00 




-31.46 


-16.70 


81.06 


15.00 


46 LTO GD2 


^29,j&9: 


-18 .27 


81.78 


isioo 




"•• : '-3;i'v27- 


-18,40 


77 .56 


15 .00 




^31.02 


-19.36 


76*85 


is. do 


47 ASN ;N 


-30.83 


-17 .17: 


77.29 


15.(30 






-16.89 


76.13 


15.00 


47 ^N-; CT:>-..; : : 


-29.92 


-15.38 


75.84 


15. 00 




-31 .27 


: -14.80 


75.53 


15 00 


4 7 ASN OD1. 


-31.93 


-14 .22 


76.41 


15. 00 


4 7 ND2 


-31.71 


-14.94 


74.29 


15 .00 




-28.57 


-17.36 


76.39 


15 . 00 


47 


-27.91 


-16.86 


77.30 


15. 00 


48 N^^^^^^ : 


-28.10 


-18.32 


75.61 


15. 00 


. 48 GA 


-26.75 


-18.84 


75.78 


15 .00 




-26,70 


-20.31 


75.39 


15 .00 




-27.60 


-21 .119 


76.26 


15.00 


48 ;i^v:'ipi7 y :: 


-27.18 


-22 .64 


76.10 


15.00 


:-4:8y;j^^;^^: : : 


-27.50 


-20.77 


77.73 


15.00 


48 LEU C 


-25.77 


-18.04 


74.98 


15 . 00 


4:8:.I^ 


-26 ,14 


-17.34 


74.04 


15 .00 


49 ^^0^^/;. 


-24.50 


-18.13 


75.34 


15.00 


49 CA 


-23.47 


-17.36 


74.67 


15 . 00 


49 SER 


-22.34 


-17.06 


75.64 


15 on 


49 SER pG 


-21.34 


-16.25 


75.03 


15.00 


49 SER C 


-22.89 


-17 .98 


73.40 


15.00 


49 SER 6 


.■;-22..29.;' 


-19. 06 


73.45 


15.00 


5 0 PRO N : 




-17.31 


72.24 


15.00 


50 PRO GD 


-24.05; : 


-16.24 


72.05 


15.00 


50 PRO GA 


: ; :.-'22 : .:^5- ; 


-17. 77 


70.95 


15 00 

• W W 


50 PRO CB 


-23.37 


-16.96 


69.95 


15.00 


50 PRO GG 


-24.61 


-16.59 


70.71 


15 no 


50 PRO C 


-21,09 


-17.37 


70.86 


15 00 


50 PRO 6 


-20.29 


-18.01 


70.19 


15 00 

J. J . w w 


51 GLN N 


-20;74 


-16 .27 


71.52 


15.00 


51 GLN CA 


-19 .37 


-15.78 


71.56 


15.00 


51 GLN CB 


-19.30 


-14.45 


72.33 


15.00 


51 GLN CG 


-17:93 


-13.77 


72.34 


15.00 


51 GLN CD 


-17.55 


-13 .17 


71.00 


15.00 


51 GLN OE1 


-18.39 


-12.57 


70.31 


15 . 00 




TABLE VI 

51 GLN NE 2 -16.29 -13,29 70.64 15.00 

15. 00 
15.00 



15.00 
15 .00 
15.00 



51 GLN C -18.53 -16.82 72.26 

51 GLN O -17.45 -17.17 71.80 

52 ASN N -19.03 -17.33 73.38 15.00 
52 ASNCA -18.30 -18.34 74.14 15.00 
52 ASN CB -19.20 -18.91 75.24 15.00 
52 ASN CG -18.51 -19.98 76.10 15.00 
52 ASNOD1 .19.13 -20.54 76.99 15.00 
52 ASN ND2 -17.23 -20.22 75.86 15.00 
52 ASN C -17.86 -19.45 73.19 15.00 

52 ASN O ^16.70 -19.87 73 .22 15.00 

53 LE^ N -18.76 -19.88 72.32 
53 LEU CA -18.42 -20.92 71.38 
53 LEU CB -19.66 -21.39 70.63 
53 LEU CG -20.68 -22.14 71.49 15.00 
53 LEU CD1 -21.63 -22.88 70.59 15.00 
53 LEU CD2 -19.98 -23.13 72.38 15.00 
53 LEU C -17.35 -20.41 70.42 15.00 

53 LEU O -16.28 -21.02 70.31 15.00 
;54 VAL N -17 .61 -19.27 69 .79 15 . 00 
;;54 VALiCA -16.68 -18; 63 68.86 15.00 

54 VAL CB -17.16 -17.18 68.52 15.00 
54 VAL CGI -16.02 -16.35 67.96 15.00 
54 VAL CG2 -18.31 -17.21 67.54 15.00 
54 VAL C -15.24 -18.57 69.37 15.00 

54 VAL O -14.31 -18.91 68.66 15.00 

55 ASP N -15.07 -18.14 70.61 15.00 
55 ASP CA -13.75 -18.00 71.21 15.00 
55 ASPCB -13.78 -16.96 72.33 15.00 
55 ASP CG -14.29 -15.61 71; 87 15.00 
55 ASP OD1 -14.16 -15.30 70.67 15.00 
55 ASP OD2 -14.79 -14.85 72.72 15.00 
55 AS p C -13.10 -19.26 71.77 15.00 

55 ASP O -11.88 -19.33 71.86 15.00 

56 CYS N -13.89 -20.25 72.17 15.00 
56 CYS CA -13.31 -21.45 72.77 15.00 
56 CYS C -13,25 -22.75 71.96 15.00 
56 CYS O -12.44 -23.62 72.27 15.00 
56 CYS CB -13.98 -21.73 74.11 15.00 

56 CYS SG -14.30 -20.24 75.11 15.00 

57 VAL N -14.09 -22.89 70.94 15.00 
57 VAL CA -14,08 -24.13 70.16 15.00 
57 VAL CB -15.43 -24.34 69.42 15.00 



WO 97/16177 



PCT/USWI7512 : 



TABLE VI 



57 


VAL 


CGI 


-15.47 


-25.73 


68.80 


15.00 


57 


VAL 


GG2 


-16.59 


-24.17 


70.38 


15.00 


57 


VAL 


' •Cj; ; 


-12.91 


-24 . 19 


69.18 


15.00 


57 


VAL 


0 


-13 .08 


-24.04 


67 .98 


15.00 


58 


SER 


N 


-11.71 


-24. 46 


69 .70 


15.00 


58 


SER 


CA ■ 


-io.so 


-24.55 


68.89 


15.00 


58 


SER 


CB 


-9.34 


-25.09 


69.72 


15.00 


58 


:6er 


OG , = 


-9.08 


-24.27 


70.85 


15.00 


58 


SER 




-10.61 


-25.37 


67.62 


15.00 


58 


SER 


o 


-9.84 


-25.18 


66.70 


15 . 00 


59 


GLU 


N ■ 


-11.57 


-26.29 


67. 56 


15.00 


59 


GLU 


CA 


-11.71 


-27.13 


66.38 


15 . 00 


59 


GLU 


CB 


-12.49 


-28.41 


66.73 


15.00 


59 


GLU 


CG 


-11.81 


-29 . 30 


67.75 


15.00 


59 


GLU 


CD 


-11.90 


-28.75 


69.16 


15. 00 


59 


GLU 


OE1 


-12 . 96 


-28.18 


69.51 


15 .00 


$9 


GLU; 


0$2 


-10.92 


-28.91 


69 . 91 


15.06 


59 


GLU 


C ' 


-12.39 


-26.41 


65.23 


15 .00 


59 


GLU 


0 ,;. 


-12.46 


-26.91 


64 .11 


15.00 


6 0 ASN N 


-12.93 


-25.24 


65 .53 


15 .00 


60 


ASN 


CA 


-13.61 


-24.41 


64 . 53 


15 . 00 


60 


ASN 


CB 


-14.99 


-24.01 


65.03 


15.00 


60 


ASN 


CG 


-15.97 


-25.16 


65.02 


15.00 


60 


ASN 


OD1 


-17.03 


-25.09 


65.63 


15.00 


60 


ASN 


ND2 


-15 . 62 


-26.23 


64.31 


15.00 


60 


ASN 


C 


-12.75 


-23.19 


64.27 


15.00 


60 


ASN 


o ' : 


-11.79 


-22.94 


64.98 


15 . 00 


61 


ASP 


N 


-13.12 


^22.41 


63.25 


15.00 


61 


ASP 


CA 


-12.36 


-21.23 


62 . 88 


15 i 00 


61 


ASP 


CB 


-12.21 


-21.20 


61.35 


15.00 


61 


ASP 


CG 


-10.99 


-20.43 


60 .90 


15.00 


61 


ASP 


OD1 


-10.38 


-19.70 


61.71 


IS . 00 


61 


ASP 


OD2 


-10 .63 


-20.55 


59.71 


15.00 


61 


ASP 


C 


-12.92 


-19.89 


63.39 


15.00 


61 


ASP 


O 


-12.71 


-18.86 


62.76 


15 . 00 


62 GLY N 


-13.61 


-19.89 


64 . 52 


15.00 


62 


GLY CA 


-14.16 


-18.66 


65.06 


15 . 00 


62 


GLY 


C 


-15.11 


-17 . 97 


64.10 


15 . 06 


62 


GLY 


O 


-16.17 


-18.50 


63.79 


15.00 


63 


CYS N 


-14.73 


-16.79 


63.62 


15.00 


63 


CYS 


CA 


-15.56 


-16.06 


62.67 


15.06 


63 


CYS 


C 


-15.39 


-16.55 


61.24 


15.00 


63 


CYS 


0 


-16.01 


-16.03 


60.31 


15.00 



15 .00 
15 . 00 
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63 CYS CB -15.28 -14.56 62.73 15.00 

63 CYS SG -15:94 -13.72 64.20 15.00 

64 GLY N -14.52 -17.54 61.06 15.00 
64 GLY CA -14*28 — 18.09 59.74 15.00 
64 GLY C -15.24 -19.23 59 .47 15 .00 

64 GLY 0 -15.42 -19.63 58.32 15.00 

65 GLY N -15.85 -19.77 60,52 15; 00 
65 GLY CA -16#9 -20.86 60.33 15V00 
; ^5 GLY; C -1:6;..:54 -22 . 03 61.25 15.00 

65 GLY O -15.56 -22 . 04 62.00 15.00 

66 GLY N -17.42 -23.02 61.19 15.00 
66 GLY CA -17.29 -24 . 19 62.03 15.00 
66 GLY C -18.50 -25.10 61.96 15.00 

66 GLY O -19.48 -24.76 61.32 15.00 

67 TYR N -18.43 -26.25 62.62 
67 TYR CA -19.53 -27.20 62.62 
67 TYR CB -19,02 -28.60 62.32 15.00 
67 TYR CG -18.35 -28.77 60.99 15.00 
67 TYR CD1 -19.08 -29.16 59.86 15.00 
67 TYR CE1 -18.46 -29.38 58.65 15.00 
67 TYR CD2 -16.98 -28.59 60.86 15.00 
67 TYR CE2 -16.36 -28.81 59.65 15,00 
67 TYR CZ -17.10 -29.20 58.55 15.00 
67 TYR OH -16.46 -29.41 57.35 15.00 
67 TYR C -20.23 -27.22 63.97 15.00 

67 TYR O -19.59 -27.04 65.00 15.00 

68 MET N -21,52 -27.51 63.96 15.00 
68 MET CA -22.31 -27,57 65.19 15.00 
68 MET CB -23.81 -27.69 64.91 15.00 
68 MET CG -24.46 -26.48 64,23 15.00 
68 MET SD -24.10 -26.27 62.47 15.00 
68 MET CE -25.07 -27.56 61.75 15.00 
68 MET C -21.86 -28,72 66.09 15.00 

68 MET O -21.76 -28.56 67.30 15.00 

69 THR N -21.54 -29.86 65.49 15.00 
69 THR CA -21.10 -31.02 66.26 15.00 
69 THR CB -20.78 -32.22 65.35 15.00 
69 THR OG1 -20.01 -31.77 64.24 15 . 00 
69 THR CG2 -22.06 -32.86 64.85 15.00 
69 THR C -19.88 -30,71 67.11 15.00 

69 THR O -19.77 -31.19 68.25 15.00 

70 ASM N -18.97 -29.89 66.59 15.00 
70 ASN CA -17.77 -29.52 67.33 15.00 



TABLE VI 



70 ASN CB 
70 ASN CG 
70 ASN OD1 
70 ASN ND2 
70 ASN C 

70 ASN 0 

71 ALA N 
71 ALA CA 
71 ALA CB 
71 ALA C 

71 ALA O 

72 PHE N 
72 PHE CA 
72 PHE CB 
72 PHE CG 
72 PHE GDI 
72 PHE CD2 
72 PHE GE1 
72 PHE CE2 
72 PHE CZ 
72 PHE C 

72 PHE O 

73 GLN N 
73 GLN CA 
73 GLN CB 
73 GLN CG 
73 GLN CD 
73 GLN OE1 
73 GLN NE2 
73 GLN C 

73 GLN 0 

74 TYR N 
74 TYR CA 
74 TYR CB 
74 TYR CG 
74 TYR CD1 
74 TYR CE1 
74 TYR CD2 
74 TYR CE2 
74 TYR CZ 
74 TYR OH 
74 TYR C 
74 TYR O 



-16.79 

-15.98 

-15.42 

-15.89 

-18.11 

-17.46 

-19.12 

-19.57 

-20.58 

-20.15 

-19.80 

-21.03 

-21.64 

-22 .57 

-23.72 

-24.28 

-24.24 

-25.33 

-25.30 

-25.84 

-20.53 

-20.43 

-19.67 

-18.56 

-17.68 

-16.78 

-17.54 

-17.47 

-18.21 

-17.76 

-17.33 

-17.62 

-16.89 

-16.70 

-16.35 

-15.09 

-14.77 

-17.30 

-17.00 

-15.73 

-15.42 

-17.58 

-16.93 



-28.76 
-29.65 
-29.19 
-30.93 
-28.66 
-28,77 
-27 .80 
-26.91 
-25.91 
-27 .71 
-27.50 
-28 .66 
. -29.51 
-30.54 
-29.93 
-28.73, 

>3b;55;> 

-28; 16 
-29.98 
-28.78 
-30.25 
-30.18 
-30.90 
-31.66 
-32.20 
-33.40 
-34.73 
-35.58 
-34.94 
-30,78 
-31.25 
-29.50 
r28>59 
>27.22 
-26.13 
-26.05 
-25.07 
-25.18 
-24 . 19 
-24 .14 
-23 .15 
-28.38 
-28 .39 



66,46 

65.58 

64.60 

65.92 

68.55 

69.59 

68.40 

69.47 

68.94 

70'. 63 

71.78 

70.31 

71.33 

70.69 

69.96 

70.39 

68 .84 

69.70 

68.15 

68.58 

72.07 

73.31 

71.31 

71.86 

70.72 

71.09 

71.21 

70.31 

72.35 

72.84 

73.89 

72.53 

73.40 

72.75 

73.74 

74.30 

75.22 

74.12 

75.04 

75.59 

76; 51 

74. 73 

75.78 



15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15 . 00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 ; 00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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75 VAL N -18.88 -28.12 74.67 15.00 

75 VAL CA -19.68 -27.89 75.88 15.00 

75 VAL CB -21.15 -27.58 75.52 15.00 

75 VAL CGI -21.95 -27 .27 76.78 15.00 

75 VAL CG2 -21.22 -26 .39 ■•• : 74.55 15.00 

75 VAL C -19.62 -29.10 76.80 15.00 

75 VAL O -19.60 -28.96 78.03 15.00 

76 GLN N -19.59 -30.29 76.21 15.00 
76 GLN CA -19.51 -31.51 76.98 15.00 
76 GLN GB -19.75 -32.69 76.05 15.00 
76 GLN CG -19.79 -34.05 76.69 15.00 
76 GLN CD -19 .56 -35.13 75 .66 15.00 
76 GLN OE1 -20 .03 -35.04 74.53 15.00 
76 GLN NE2 -18 .78 -3 6 .13 76.03 15 .00 
76 GLN C -18.14 -31.60 77.64 15.00 

76 GLN O -18.03 -31.59 78 . 86 15; 00 

77 LYS N -17.08 -31. 61 76.84 15.00 
77 LYS CA -15.72 -31.70 77 .36 15.00 
77 LYSvGB -14.70 -31,55 76.22 15.00 
77 LYS CG -i3.27 -31.34 76. 69 15.00 
77 LYS CD -12.32 -31.10 75.51 15.00 
77 LYS CE -10.89-30.81 75 .97 15.00 
77 LYS NZ -10 .30 -31.95 76.76 15 .00 
77 LYS G -15.45 -30.64 78.42 15.00 

77 LYS Q -14.81 -30.91 79.45 15.00 

78 ASN N -15.92 -29 .42 78.17 15.00 
78 ASN CA -15.74 -28 . 29 79. 06 15.00 
78 ASN CB -15.98 -27.00 78.28 15.00 
78 ASN CG -15.69 -25.76 79;. 10 15.00 
78 ASN OD1 -14.58 -25.59 79.62 15.00 
78 ASN ND2 -16.67 -24.87 79.19 15.00 
78 ASN C -16,68 -28.34 80.25 15.00 

78 ASN O -16 v42 -27.72 81.28 15.00 

79 ARG N -17.79 -29.06 80.11 15.00 
79 ARG CA -18.78 -29.18 81.16 15.00 
79 ARG CB -18.14 -29.76 82.43 15.00 
79 ARG CG -17.67 -31.20 82.26 15.00 
79 ARG CD -16.65 -31.59 83.33 15.00 
79 ARG NE -17.15 -31.38 84.68 15.00 
79 ARG CZ -18.16 -32.06 85.22 15.00 
79 ARG NH1 -18.78 -33.03 84.55 15.00 
79 ARG NH2 -18.62 -31.70 86.43 15.00 
79 ARG C -19.45 -27.84 81.45 15.00 
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• is p^Gio 

80 GLY N 
80 GLY CA 
80 GLY C 

80 GLY O 

. 81 ILE .N *• 

81 ILE CA 
81 ILE CB 
81 ILE OG2 
81 ILE CGI 
81 ILE CD1 

81 ILE C 
" 81 ILE O 

;82 ASP N 

82 ASP CA 
82 ASP CB 
82 ASP CG 
82 ASP OD1 

82 asp obi 

82 ASP C 

82 ASP O 

83 SER N 
83 SER CA 
83 SER CB 
83 SER OG 
83 SER C 

83 SER O 

84 GLU N 
84 GLU CA 
84 GLU CB 
84 GLU CG 
84 GLU CD 
84 GLU QE1 
84 GLU OE2 
84 GLU C 

84 GLU O 

85 ASP N 
85 ASP CA 
85 ASP CB 
85 ASP CG 
85 ASP OD1 
85 ASP OD2 
85 ASP C 





TABLE VI 






f-27^30 


82.55 


15.00 


-20^13! 


-27.28 


80.45 


15.00 


^20.82 


-26.02 


80.66 


15 . 00 


-20.62 


: ^24.91 


79.64 


15.00 




-24.82 


79.00 


15.00 


: -2i'^4:: ; 


-24.08 


79.48 


15.00 


■ -2$.:;5$:> 


-22.95 . 


78.57 


15.00 


-22:>30 ; :; 


-23.23 


77.22 


15.00 


-23.77 


.':---23-. ; 52- ■ 


77.45 


15.00 


-22.10 


■V-:--22; : 05 ■ 


76.27 


15.00 


-22.84 


-22.16 


74.96 


15.00 


.-22v5:4.; 


-21.75 


79.25 


15.00 




-21.89 


79.90 


15.00 




-20.59 


79.11 


15.00 


• : "r-22-;. : il; : :" 


-19.37 


79.71 


15.00 




-18.29 


79.64 


15.00 




-18.53 


80.58 


15 .00 


-18.82 


-17 . 98 


80.34 


15.00 


-20i09 


-19.26 


81.58 


15.00 


:^23v3:6 ? ;-: 


f ' -i8;.i81 : .' 


79.09 


15.00 


-23::.:6:?:-v 




77.93 


15.00 


; -24s-.67 i: -v 


-18.02 


79.89 


15.00 


...-^Sq27f 


-17.36 


79.44 


15.00 


-26.09 


-16.90 


80.64 


15.00 


-25.27 


-16.23 


81.59 


15.00 


-24.75 


-16.15 


78.66 


15.00 


-23.57 


-15.79 


78.79 


15.00 


-25.61 


-15.54 


77.86 


15.00 


-25.25 


^;4>:3 % 6; •'• 


77.07 


15.00 


-26.46 


-13.84 


76.31 


15.00 


-26. 17 


-12.64 


75.43 


15.00 


-25.31 


-12 .99 • 


74.24 


15. 00 


-24.08 


-12.98 


74.38 


15.00 


-25.87 


-13.29 


73.17 


15.00 


-24.70 


-13.27 


77.99 


15.00 


-23.53 


-12.89 


77.88 


15.00 


-25.51 


-12.82 


78.94 


15.00 


-25.09 


-11.79 


79.87 


15.00 


-26.13 


-11.60 


80.99 


15 . 00 


-25.66 


-10.63 


82.08 


15.00 


-25.92 


-10.88 


83.29 


15.00 


-25.03 


-9. 60 


81.73 


15.00 


-23.72 


-12.09 


80.49 


15.00 
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85 ASP 0 


-22 . 91 


-11. 18 


80165 


15.00 


86 'f&JjK^ 


-23.45 


-i3;34 


80.81 


15,00 


86 ALA GA 


-22.18 


-13.T67 


81.44 


15 .00 


86 MjA &^ 


-22 .25 


-is/0.5 . 


82.03 


15.00 




.' -21.01 


••'^li3r-:|6V 


80.47 


15.00 


8 6 )^ h b 


■;• -19.91 


;.^l3>:17/y 


80.86 


15.00 


87 


•'. -21.26 


-13.89 


79.21 


15.00 


8* tm,^A 


-20.23 


;-13; : 85-. 


78.18 


15.00 


87 TYR CB ::■ 


-19.77 




77.87 


15.00 


87 TYR CG 


• -18. A2 


-15,39 


77.19. 


15.00 


87 TYR CDl 


-17. 96 


-14.41 


76.30 


IS . 00 


87 TYR: GE1 ' 


.' -16.74 


-14.56 ' 


75,65 • 


15.00 


87 "TYR CD2 


-17.62 


-16,52 


77.40 


15.00 


87 TYR CE2 


, -16.40 


-16.67 


76.76 


15.00 


87 TYR CZ 


■ -15.96 


-15.69 


75.88 


15.00 


87 TYR OH 


-14 . 75 


••^5^«3- . 


75.25 


15.00 


87 TYR C 


-20.93 


-I3V23:; 


76.97 


i5,00 


87 TYR 0 


-21.57 


■' -13 . 94 


76.19 


15 ,00 


88 PRO N 


-20.90 


-11.90 


76.86 


15.00 


88 PRO CD 


. -20.42 


-10.97 


77.90 


15 .00 


88 PRO GA 


; -21.52 


-11 #5 


75.78 


15.00 


88 PRO CB 


-21.33 


-9 . 70 


76.23 


15.00 


88 PRO CG 


-21.34 




77.71 


15.00 


88 PRO C 


-20.91 


-11.38 


74.39 


15.00 


88 PRO 0 


-19.74 


-U.74 


74.25 


15 .00 


89 TYR N 


-21.73 


-11.12 


73.38 


15 .00 


89 TYR GA: 


-21.35 


-11.29 : 


71.99 


15 .00 


89 TYR CB 


-22.56 


-11.78 


71.18 


15.00 


89 TYR CG 


-22.24 


-12 .15 


69.76 


15 .00 


89 TYR GDI 


.'■ -21.38 


-13 .20 / 


69.47 


15.00 


89 TYR CE1 


-21.06 


-13.53 


68.17 


15 . 00 


89 TYR CD2 


-22.78 


-11.44 


68.70 


15.00 


89 TYR CE2 


-22.47 


-11.76 


67.39 


15.00 


89 TYR CZ 


-21.61 


-12.79 


67.13 


15.00 


89 TYR OH 


-21.27 


-13. 08 


65.83 


15.00 


89 TYR C 


-20.85 


-9.95 


71.48 


15.00 


89 TYR 0 


-21.52 


^8.92 


71.64 


15.00 


90 VAL N 


-19 . 65 


-9.94 


70.91 


15.00 


90 VAL CA 


-19.07 


-8 71 


70.39 


15,00 


90 VAL CB 


-17.75 


-8.36 


71.12 


15 . 00 


90 VAL CGI 


-17.97 


-8.36 


72.62 


15 .00 


90 VAL CG2 


-16.65 


-9.33 


70.74 


15.00 


90 VAL C 


-18.88 


-8.78 


68.87 


is . 00 
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90 VAL O 

91 GEY N 
91 GLY CA 
91 GLY C 

91 GLY O 
9 2 CSLN N 

92 GLN GA 
' 92 GfL^ CB 

'.-'•;-.-,92; ;(^^C^^;' 

- 92 GD 

92 GLN OE1 

92 C3LN NE2 

92 GLN C 

92 GLN O 

93 QLU N 
93 GLU tA 

9 3 GLU CG ;; 
93 GLU GD 
93 GLU OE1 
93 GLU OE2 
93 GLU C 

93 GLU O 

94 GLU N 
94 GLU GA 
94 GLU CB 
94 GLU CG 
94 GLU GD 
94 GLU OE1 
94 GLU OE2 
94 GLU C 

94 GLU O 

95 SER N 
95 SER CA 
95 SER CB 
95 SER OG 
95 SER C 

95 SER 0 

96 CYS N 
96 CYS CA 
96 CYS C 
96 CYS O 
96 CYS CB 
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-18*54 






15 nn 


rlSv08 




fi ft ^ f) 


15 nn 


-18.95 


-10 12 


66 86 


15 no 

X J • u.u 


-17.55 


-10 .23 


66 27 

WW • £a t 


15 on 

Xy iUU 


-17.34 


-9.87 


65.12 


15 bo 


-16 . 61 


-io.8o 


67 01 


15 nn 

X J . Uw 


-15.24 


-10 .95 


66 50 


15 nn 


- : 14; : i- ; 56 :: " 


xq 58 


66 41 


15 nn 

13.+ UU 


rl4; 68 


-„.72 •" 


67 67 

w-# • w # 


15 nn 

ly • ww 


-iliS ;59 


•• i-7 : .-67/-. 


67 79 


15 hn 

1j > wU 


^l£. ; .77 . 


-7 .72 


6ft 72 

-. : WQ •. # A 


15 nn 
1j . uu 


-13 :56 




66 ft 5 

WW. 


1 5 nn 

lJ:i yu 


-14 .45 


-11 86 


67 43 

. w / * MO 


15 nn 

13 . ww 


-14.76 


-11 Q7 


6 ft 62 
• .00 • w*& 


15 nn 

ly f VU: 


-13 .43 


-12 52 


66 ft 9 


15 nn 

lJ « w.U 






67 71 


15 hn 

lv • wU 


-11.68 


-14 28 


66 ftQ 


1 5 nn 


-12 : -3l'- 


-15 in 

- i** • ly 


65 7ft 


1 c nn 


-11 63 

XX» u J 


.1/07 
— X4> 0 * 




1 r nh 
xD . u u 


-11 94 . 


;i c ci 

l.y * Ol 


63 AQ 


1 r hn 


-id 7ft 


-i l l Q4 

Xw : • 274 


fi-A 33 
04 . JJ 


ii nn 

10. UU 


-ii 84 

• X.*"» vH: 




6 ft 71 

DO- /I 


15 nn 

1j . uu 


•ii J 4i 


-11 49 


6ft 44 
00 


1 5 nn 

ly •• U w 


-11 .61 


-13 26 


69 S5 


15 00 

X J « WW 


-i0v88 


-12 . 70 


70 Qft 
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96 CYS SG 

97 MET N 
97 MET CA 
97 MET CB 
97 MET CG 
97 MET SD 
97 MET CE 
97 MET G ; 

97 MET O 

98 TYR N 
98 TYR CA 
98 TYR CB 
98 TYR CG 
98 TYR GDI 
98 TYR GE1 

1 98 TYR CD2 
98 TYR GE2 
98 TYR GZ 

98 TYR OH 
;98 TYR C . 

, : 98 TYR O 

99 ASN N 
99 ASN CA 
99 ASN CB 
99 ASN CG 
99 ASN GDI 
99 ASN ND2 
99 ASN C 
99 ASN O 

100 PRO N 
100 PRO CP 
100 PRO CA 
100 PRO CB 
100 PRO CG 
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100 PRO O 

101 THR N 
101 THR CA 
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i01 THR OG1 
101 THR CG2 
101 THR C 
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TABLE VI 

-12.62 -20.03 76.22 15.00 

-12,85 -16.38 77.14 15.00 

-12-96 -15.85 78.49 15.00 

-13 .32 -14.36 78. 39 15.00 

-12.29 -13.51 77.69 15.00 

-13.01 -11.98 77.03 15.00 

-14.07 -11.44 78.40 15.00 

-14.03 -16.60 79.28 15.00 

-14.87 -15.99 79.96 15.00 

-13.98 -17.93 79.21 15.00 

-14 .96 -18.74 79.91 15.00 

-14 .69 -20.23 79 .71 15. 00 

-15.74-21.10 80.34 15.00 

-17.08 -20.99 79.97 15.00 

-18.07 -21.74 80.59 15.00 

-15.41 -22; 00 81.36 15 .00 

-16.40 -22.76 81.98 15.00 

-17 .72 -22 .62 81.60 15 .00 

-18-70 -23; 34 82 .23 15. 00 

-15.03 -18.43 81.39 15.00 

-14-01 -18.38 82.08 15.00 

-16-25 -18.27 81.88 15 .00 

-16.49 -17.97 83.28 15.00 

-17.29 -16.66 83. 38 15 .00 

"17.66 -16.33 84. 80 15 . 0 0 

-16.88 -16.57 85 .74 15. 00 

-18.85 -15.79 84.99 15.00 

-17.28 -19.10 83.92 15.00 

-18.51 -19.16 83.78 15.00 

-16.60 -19.99 84.67 15.00 

-15,22 -19.88 85.16 15.00 

-17,29 -21.11 85.32 15.00 

-16.20 -21.72 86.20 15 . 00 

-15.31 -20.55 86.51 15.00 

-18.45 -20.63 86 . 16 15.00 

-19.51 -21.24 86.15 15.00 

-18.28 -19.50 86.84 15.00 

-19.33 -18.95 87.68 15.00 

"18 .86 -17.68 88.45 15 . 00 

-18.71 -16.57 87-55 15.00 

-17.51 -17.93 89.13 15.00 

-20.55 -18.59 86.82 15 . 00 

-21.68 -18.56 87; 32 15 . 00 
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TABLE VI 

102 GLY N -20.32 -18.34 85,54 15.00 

102 GLY CA -21.40 -17.98 84.64 15.00 

102 GLY C -22 .06 -19.12 83.88 IS. 00 

102 GLY O -22.92 -18.86 83.03 15.00 

103 / LYS: % ^21.65 -20.36 84.12 15.00 
103 LYS CA -22.24 -21.50 83.42 15.00 
103 LYS CB -21.72 -22.83 83.98 15.00 
103 LYS CG -22.32 -24.05 83.29 15.00 
103 LYS CD -22.10 -25.33 84.06 15.00 
103 LYS CE -22 .96 -25.41. 85.35 15; 00 
103 LYS NZ -24.41 -25.79 85.14 15.00 
103 LYS C -23.75 -21.49 83,57 15.00 

103 LYS 0 -24 .26 -21.26 84.67 15 .00 

104 ALA N -24 .47 -21.73 82.48 15.00 
104 ALA CA -25.93 -21.75 82 .53 15.00 
104 ALA CB -26.51 -20.51 81.87 15.00 
104 ALA C -26.52 -22.99 81.89 15.00 

104 ALA O -27 .73 -23.15 81.87 15.00 

105 ALA N -25.66 -23.87 81.38 15.00 
105 ALA CA -26.11 -25.10 80.75 15.00 
105 ALA CB -26 . 84 -24.78 79.44 15.00 
105 ALA C -24.95 -26.03 80.46 15.00 

105 ALA O -23.79 -25.67 80; 62 15.00 

106 LYS N -25.28 -27.26 80.07 15.00 
106 LYS CA -24.29 -28.25 79.70 15.00 
106 LYS CB -23.55 -28.80 80; 92 15.00 
106 LYS CG -24.41 -29.35 82 .04 15.00 
106 LYS CD -23.54 -29.64 83.27 15.00 
106 LYS CE -22 . 40 -30 . 62 82 .95 15.00 
106 LYS NZ -21.34 -30.67 84.03 15.00 
106 LYS C -24.99 -29 .36 78.93 15.00 

106 LYS O -26.21 -29.30: 78.75 15.00 

107 CYS N -24.23 -30.30 78.39 15.00 
107 CYS CA -24.82 -31.40 77.64 15.00 
107 CYS CB -25.06 -30.99 76.19 15.00 
107 CYS SG -23.58 -30.95 75.18 15.00 
107 CYS C -23. 91 -32.61 77. 68 15. 00 

107 CYS O -22.75 -32.49 78.06 15.00 

108 ARG N -24.43 -33.77 77.32 15.00 
108 ARG CA -23.64 -35.00 77.33 15.00 
108 ARG CB -24.12 -35.97 78.42 15.00 
108 ARG CG -25.63 -36.03 78.64 15.00 
108 ARG CD -26.27 -37.28 78.04 15.00 
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129 GLY O 


-36.02 


-29; 95 


67.68 


15.00 


130 PRO N 


-35.83 


-28.02 


68.81 


15.00 


130 PRO CD 


•36.20 


-27.06 


69.86 


15.00 


130 PRO CA 


-35.04 


-27.37 


67.77 


15.00 


130 PRO CB 


-34.67 


-26.05 


68.43 


15.00 
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130 PRO CG 
130 PRO G 

130 PRO 0 

131 VAL N 
1.31 VAL CA 
131 VAL GB 

131 VAL C 

131 VAL O 
13? SERN 

132 siEK GA 

132 SER "C 

132 S ER O 

133 VAL N 
133 VAL CA 
13 3 WMj CB 
133 VAL CGI 
133 VAL;CG2 
133 VAL C 

133 VAL O 

134 ALA N 

',i^4/.a^ : .^:,/ ; 

134 ALA CB 
134 AL^ C 

134 ALA O 

135 ILE N 
135 ILECA 
135 ILE CB 
135 ILE CG2 
135 ILE CGI 
135 ILE CD1 
135 ILE C 

135 ILE O 

136 ASP N 
136 ASP CA 
136 ASP CB 
136 ASP CG 
136 ASP OD1 
136 ASP OD2 
136 ASP C 
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TABLE VI 



-35;92 


-25.74 


69.18 


15.00 


-33.81 


-28.17^ 


67 . 39 


.15.00 


-33.07 


V ; v^28i'64V 


68.26 


15.00 


-33.60 


^8:^33.'; 


66.09 


15 . 00 


.43j2;^6; 


-29.08 


-65.58 


15 00 


-32.94 


-30.26 


.:' 64.68 


15 00 


--31.76 


';i;-3i : i;o3\ 


; 64.14 


15 00 


-33.82 


-31.20 


65.46 


15 .00 


-31.50 


-28.20 


64.77 


.15.00 


-31.93 


-27.35 


: 63 .99 


IS 00 
xj . v u 


^30-^0 


-28.39 


64.96 


1*5 00 


-29.23 : 


-27.61 


64.22 


15 00 

<W.« vw 


-27 . 88 ' 


-27.61 


64.94 


15 00 


-28:00 


-26.96 


66.20 


IS 00 

XJ i Uw 


-29.08 




62 . 82 


1 s- oo 


-28.83 


' : ^'29 ? ;':41.'' 


62.68 


15 00 

■ X «•« . . V w 


-29.31 ■ 


-27.39 


61. 80 


is oo 

1J -WW 


-29.22 


'^27;:. 82 


60 40 

•:W W.. *» \J 


is no 


-30.60 


-27.81 




1 S 00 

X J • Uw 


-31 .51 


-28,90 


60. 23 


15.00 


-31.27 


-26.45 


59.80 


15 00 

A J .WW 


-28.26 


-26; 93 


59. 62 


15 00 

JL.-J » WW 


-27.88 


-25.85 


: 6 0.0.8 


15 00 


-27 . 93 


-27.36 


58.41 


15 00 

X J WW 


-27 . 02 


-26.64 


57 .54 ' 


15 00 

X J • WW 


-25.69 


-27y35 "■' 


57 . 48 


15 00 

X J .WW 


-27.64 


-26.61 


56,16 


15 00 

X.J • WW 


-27.92 


-27.66 


55.60 


15 00 

X «J . wW 


-27. 84 : 


-25; 43 


55.60 


15 . 00 


-28.45 


-25.31 


54.28 


15. 00 


-29.84 


-24. 62 


54.36 


15.00 


-30 . 82 


-25.47 .. 


55.15 


15 .00 


-29.70 


;-2j:L;:2'4-'' 


55,00 


15 00 

X — / • W W 


-30.95 


-22.42 


54.97 


15 00 

X *s . w w 


-27.59 


-24.49 


53 32 


15 00 


-26.49 


-24.04 


53 66 


15 00 

X -} • Ww 


•28.09 


-24.33 


•j • • x w 


1 S 00 


•27.45 


-23.52 


51 . 07 


15.00 


27.50 


-24.23 


49.72 


15 . 00 


27 .09 


-23.32 


48.57 


15.00 


27.71 


-23.40 


47.49 


15.00 


26.15 


-22 -50 


48.73 


15.00 


28 .22 


-22.21 


50.99 


15.00 
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TABLE VI 

136 AS P O -. 7 ;-29.:36 -22.17 50. 52 15.00 

137 ALA N -27.61 -21.13 51.46 15.00 
137 ALA CA -28.26 -19.83 51.42 15.00 
137 ALA GB ^28.42 -19; 30 52.83 15.00 
137 ALA C: -27.46 -18v84 50.56 15.00 

137 ALA 6 -27 .34 -17.66 50.89 15.00 

138 SER N -26.92 -19.34 49; 45 15'. 00 
138 SER CA -26.12 -18.53 48.53 15.00 
138 SER GB -25.09 -19.42 47.83 15.00 
138 SER OG -25.71 -20 .52 47.19 15. 00 
138 SER C -26.97 -17.80 47.49 15.00 

138 SER O -26.60 -16.72 47.01 15.00 

139 LEU N -26. 12 -18.36 47.17 15.00 
139 LEO GA .■: -29 . 02 -17.79 46.19 15.00 
139 LEU GB -30.07 -18.84 45.80 15.00 
139 LEU CG -29.49 -20.25 45,62 15.00 
139 LEU GDI -30.58 -21.21 45.21 15.00 
139 LEU GD2 -26.31 -20.28 44.61 15.00 
139 LEU C -29.70 -16.52 46.70 15.00 

139 LEU O -30.06-16.43 47.88 15.00 

140 TOR N -29.90 -15.54 45.81 15 . 00 
140 THR CA -30.54 -14.29 46.18 15.00 
140 THR GB -30.46 -13.21 45.07 15.00 
140 THR OG1 -30.85 -13.77 43.82 15.00 
140 THR CG2 -29.05 -12.66 44.96 15.00 
140 THR G -32i00 -14.49 46.57 15.00 

140 THR O -32.50 -13.79 47.45 15 . 00 

141 SER N -32.68 -15.45 45.95 15.00 
141 SER CA -34.08 -15. 70 46 . 30 15. 00 
141 SER GB -34.66 -16.86 45.50 15.00 
141 SER OG -33 . 72 -17 .92 45 .39 15 . 00 
141 SER C ^34.19 -15.94 47.79 15.00 

141 SER 0 ^ -35.04 -15.37 48.46 15.90 

142 PHE N -33.27 -16.72 48.33 15.00 
142 PHE CA -33.28 -17.01 49.76 15.00 
142 PRE CB -32.21 -18 .05 50.11 15. 00 
142 PHE CG -32.17 -18.41 51.57 15.00 
142 PHE CD1 -32.97 -19 . 43 52 .08 15. 00 
142 PHE CD2 -31.34 -17.72 52.45 15.00 
142 PHE GE 1 -32.94 -19.75 53.43 15.00 
142 PHE CE2 -31.31 -18.04 53.80 15.00 
142 PHE GZ -32.11 -19.05 54.29 15.00 
142 PHE C -33.01 -15.75 50.54 15.00 
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..7./. 142 PHE O 
:| 143 GLN N 
;; v 143 GLN CA 
143 GLN CB 
143 GLN CG 
143 GLN CO 

143 GLN OE1 
' 143 GLN NE2 

• 143 GLN C 

; 143; gln o •• 

144 PHE N 
144 PHE CA 

• 144 PHE CB 
' 144 PHE CG 

144 PHE GDI 
144 PHE CD2 
144 PHE CE1 
144 PHE CE2 
144 PHE CZ 

144 PHE C 

■•' . 144. PHE O • 

145 TYR N 
145 TYR CA 
145 TYR CB 
145 TYR CG 
145 TYR CD1 
145 TYR CE1 
145 TYR CD2 
145 TYR CE2 ' 

,. ■ 145 TYR CZ 

. \i 145 TYR OH 
145 TYR C 

145 TYR O 

146 SER N • 
146 SER CA 
146 SER CB 
146 SER OG 
146 SER C 

146 SER O 

147 LYS N ' 
i4'7 LYS CA 
147 LYS CB 
147 LYS CG 
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TABLE VI 

-33 .69 : ' -15 .45 , 51 . 52 • 15 . 00 , 

-32: 01 -i5.00 50.09 15. 00 

-31.61 -13.79 50.78 15.00 

-30.30 -13.26 50.21 15.00 

-29.18 -14.29 50.23 15 . 00 

-27.85 -13.72 49.81 15.00 

-27.29 -12.84 50.48 15,00 

T27i31 -14.22 48.70 15.00 

-32.67 -12.70 50.84 15.00 

-32.79-12.04 51.86 15.00 

"33.45 -12.51 49.78 15.00 

-34.50-11.48 49.83 15.00 

-34.57 -10.60 48.55 15.00 

-34.78 -11.35 47.27 15.00 

-33.92 -11.14 46.19 15.00 

"35.84 -12 .24 47. 12 15.00 

-34.11 -11.81 44.99 15.00 

-36.04 -12.92 45.91 15 . 00 

-3 5; 18 -12^71 44.85 15.00 

-3;S: 88 -12.v 04 50.20 15.00 

-36.90 -11.36 50.02 15.00 

-35.89 -13.28 50.71 15,00 

-37.12 -13.95 51.12 15.00 

-36 >80 -15.21 51.94 15 . 00 

-37.98 -15.77 52.70 15,00 

-38.84 -16.69 52.12 15.00 

-39.96 -17.15 52.80 15.00 

-38.27 -15.32 53:99 15.00 

-39.40 -15.78 54.67 15.00 

"40.24 -16.69 54.07 15.00 

-41-38 -17.11 54.73 15.00 

-37.90 -12 ,98 51. 97 15.00 

-37.32 -12.24 52.74 15.00 

-39.21 -13.02 51.84 15.00 

-40.07 -12.13 52.59 15.00 

-40.63 -11.07 51.63 15.00 

•41.38 -10.08 52.30 15.00 

•41.21 -12.89 53.24 15.00 

41.48 -12.72 54.43 15.00 

41.86 -13.77 52.48 15.00 

42.98 -14.54 53.01 15.00 

44.25 -13.71 53.04 15.00 

44.62 -13.11 51.70 15.00 



WO 97/16177 



PCTAJS96/17512 



147 IXSltt 
147 LYS CE':- . • 
147 LYS NZ 
147 LYS C 

147 LYS O 

148 GLY N 
148 GLY CA 
148 GLY C 

148 GLY 0 

149 VAL N 
;:14i9-,^^';;CA 

14 ? VAL ^CB 
149 VAL CGI 
149 VAL CG2 
149 VAL G 

149 VAL 0 

150 TYR N 
150 TYR CA 
150 TYR CB 
150 TYR CG 
150: TYR CD1 
150 TYR CEl 
150 TYR CD2 
150 TYR CE2 
150 TYR CZ 
150 TYR OH 
150 TYR C 

150 TYR O 

151 TYR N 
151 TYR CA 
151 TYR CB 
151 TYR CG 
151 TYR CD1 
151 TYR CEl 
151 TYR CD2 
151 TYR CE2 
151 TYR CZ 
151 TYR OH 
151 TYR C 

151 TYR O 

152 ASP N 
152 ASP CA 
152 ASP CB 





TAUT 13 
I /VP J «c 


-46.07 


-12.67 


-46.47 


-12.13 


-47; 97 


-12.11 


-43 .21 


-15.79 


-42.55 


-16.01 


-44.16 


-16.61 


-44.49 


-17.85 


-43.47 


-i8i.95 


-42 .52 


-18.79 


-43.64 


-20 . 04 


-42.75 


■ -21.19 


-43:.57 


-22.51 


-42.66 


-23.71 


-44.41 


-22.65 


-41.67 


-21.17 


-41.96 


-21.34 


-40.43 


-20.96 


-39.30 


-20 .91 


-38.04 


-20.41 


-36.82 


-20 .29 


-36,78 


-19.38 


-35.67 


-19.27 


-35.69 


-21.07 


-34 .56 


-20.96 


-34.56 


-20.06 


-33.45 


-19.93 


-39 .03 


-22.26 


-39.23 


-23.31 


-38,55 


-22.22 


-38.21 


-23.42 


-39.45 


-24.26 


-39.15 


-25.46 


-38.22 


-26.42 


-37.94 


-27 .53 


-39.79 


-25>63 


-39.52 


-26.74 


-38.59 


-27.69 


-38.36 


-28.83 



-37.60 -23.00 

-38.29 -22.44 

-36.31 -23.25 

-35.66 -22.90 

-34.74 -21.69 
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13 . U U 


A*7 Qfl 
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13 . UU 
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15 ftft 
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Aft 11 
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15 ftft 
13 ..UU 
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4Q 27 


15 00 
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Afi 51 
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43 .75 


15.00 
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15 . 00 


45 .11 


15.00 


45.80 


15. 00 


44.55 


15.00 


44.71 


15.00 
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152 ASP CG 
152 ASP OD1 
152 ASP 002 
152 ASP C 

152 ASP O 

153 GLU N 
153 GLU CA 
153 GLU CB 
153 GLU CG 
153 GLU CD 
153 GLU 0E1 
153 GLU 0E2 
153 GLU C 

153 GLU 0 

154 SER N 
154 SER CA 
154 SER CB 
154 SER OG 
154 SER C 

154 SER O 

155 CYS N 
155 CYS CA 
155 CYS C 
155 CYS O 
155 CYS CB 

155 CYS SG 

156 ASN N 
156 ASN CA 
1S6 ASN CB 
156 ASN CG 
156 ASN 0D1 
156 ASN ND2 
156 ASN C 

156 ASN 0 

157 SER N 
157 SER CA 
157 SER CB 
157 SER OG 
157 SER C 

157 SER O 

158 ASP N 
158 ASP CA 
158 ASP CB 
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TABLE VI 

-34.02 -21.34 43.43 15.00 
«34 ■ 60 -21.55 42.34 15.00 
-32.87 -20.86 43 .49 15.00 
-34. 87 -24,07 44.02 15.00 
-33.84 -24.43 44.56 15.00 
-35.33 -24.60 42.90 15.00 
-34.70 -25.74 42.26 15.00 
-35.49 -26.18 41.03 15.00 
-35 . 79 -25.08 40.01 15 .00 
" 37 • 17 "24 , 43 40 . 19 15.00 
-38.12 -24.84 39; 48 15; 00 
-3?; 29 -23 .50 41.02 15.00 
-33,22 -25.56 41; 91 15,00 
"3|.59 ^26.50 41.44 15.00 

-32.66-24.37 42.12 15.00 

-31.24 -24,12 41.82 15.00 

-31.02 -22.70 41.29 15.00 

-32.05 -22.32 40.40 15.00 

-30 .40 -24.30 43.08 15.00 

-29.17 -24.21 43.04 15.00 

-31.08 -24.48 44.22 15 .00 

-30.41 -24.66 45.49 15,00 

-29,57 -25.91 45.40 15.00 

-30.00 -26.91 44.82 15; 00 

-31.44 -24. 79 46.62 15,00 

-30.90 -24.05 48,19 15.00 

-28.36 -25.87 45.94 15.00 

-27.47 -27.01 45.87 15.00 

-26.18 -26.59 45.19 15.00 

-25.28 -27.76 44.91 15.00 

-25.73 -28.91 44.88 15.00 

-23,99 -27.49 44.73 15.00 

-27.20 -27.67 47.23 15.00 

-26.43 -27.16 48.05 15 .00 

-27.79 -28.85 47.41 15.00 

-27.67 -29.64 48.62 15.00 

-28.48 -30.92 48.45 15.00 

"29.83 -30.63 48.13 15.00 

-26.24 -30.00 49.04 15.00 

"26.01 -30.36 50.19 15.00 

-25.30 -29.93 48.10 . 15.00 

-23 . 89 -30.24 48.35 15.00 

"23.21 -30.69 47.07 15.00 
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: ' - : ■' '■ . '." 


TABLE yi 




158 ASP CG 


■ : ' -23; 72 


■J -32 . 01 : 


/•" 46v 57 


15.00 


158 ASP GDI 


' -24. $5 


-32.15 


'. 46.33 


ISvOO 


158 ASP ODi 


-22,86 


-32.91 


46.38 


I5.OO 


158 ASP C 


' .--23?!'14 :; ' 


-29.02 


48.87 


;15;00 


158 ASP 0 


-22.11 


^;-29 .15 ' 


49.53 


15.00 


159 ASN N 


-23 . 62 


-27.84 


48.51 


15 .00 


159 ASN CA 


\-;22>':?8; 


-26.62 


48.94 


15.00 


159 ASN CB 


-23.10 


-25.57 


47.84 




159 ASN CG 


-22.14 


-24.40 


48.03 


15.00 


159 ASN GDI 


-21.43 


-24.30 


49.04 


15.00 


159 ASN ND2 


: ■ -22 .10 


: -23.51 


47.04 


15v00 


15? ASN C 


,: -23 . 68 


.;: -26.14 


50 .20 




15 9 ASN 0 


■ -24; 63 


-25.37 


50.12 


lis. 00 


160 LEU N 


^23.25 


-26.64 


51.36 


15.00 : - 


160 LEU CA 


', -23 . 84 


-26.23 


52.63 


15.00 


160 LEU CB 


-23 .88 


. -27.42 : 


53; 60 . 


15; 00 


160 LEU CG 


-24.59 


-28.72 


53 122 


15.00 


160 LEU CD1 


. -24 .45 


-29.70 


54.37 


15.00 


160 LEU CD2 


-26.06 


' -28 . 49 


52;89 ■ 


15.60 


160 LEU C 


-22.98 


-25 . 11 


53.22 


15,00 


160 LEU 0 


-21.91 


-25.35 


; 53.78 : 


15.00 


161 ASN N 


-23.47 


-23.89 


53*16 


15.00 


161 ASN CA 


-22.70 


-22.75 


53.65 


15.00 


161 ASN CB 


-22.58 


-21.73 


52.53 


15.00 


161 ASN CG 


-23.89 


-21,51 


51.84 


15.00 


161 ASN OD1 


-24,74 


-20.76 


52 .33 ■ 


15.00 


161 ASN ND2 


-24.10 


-22.23 


50.75 


15 .00 


161 ASN C 


-23 .23 


-22.05 


54.89 


15 . 00 


161 ASN 0 


-22.45 


-21.62 


- 55.73 


15.00 


162 HIS N 


-24.54 


-21.93 


55; 01 


15 .00 


162 HIS CA 


-25.13 


-21.27 


56.16 


15,00 


162 HIS CB 


-26.18 


-20v27 


55167 


15 , 00 


162 HIS CG 


-26.55 


-19.22 


56.67 


15.00 


162 HIS CD2 


-27.72 


-18 . 61 


56.93 " 


15.00 


162 HIS ND1 


-25.63 


-18.66 


57.53 


15.00 


162 HIS CE1 


-26.22 


^17.74 ' 


58.27 


15.00 


162 HIS NE2 


-27.49 


-17 .69 


57 .93 


15.00 


162 HIS C 


-25.76 


-22.27 


57.12 


15.00 


162 HIS 0 


-26.47 


-23.1? 


56.69 


15.00 


163 ALA N 


-25.47 


-22.12 


58.41 


15.00 


163 ALA CA 


-26 .01 


-23.00 


59.45 


15.00 


163 ALA CB 


-24.93 


-23.33 


60. 47 


15.00 


163 ALA C 


-27.15 


-22.28 


60.13 


15 .00 



TABLE VI 



163 ALA O 

164 VAL N 
164 VAL CA 
164 VAL CB 
164 VAL GG1 
164 VAL CG2 
164 VAL C 

164 VAL O 

165 LEU N 
165 LEU CA 
165 LEU GB 
165 LEU GG 
165 IJEU GDI 

165 Lfiq cdi 

165 LEU C 

165 LEU O 

166 ALA N 
166 ALA CA 
166 ALA GB 
166 ALA G 

166 ALA O 

167 VAL N 
167 VAL CA 
167 VAL CB 
167 VAL CGI 
167 VAL CG2 
167 VAL G 

167 VAL O 

168 GLY N 
168 GLY CA 
168 GLY C 

168 GLY O 

169 TYR N 
169 TYR GA 
169 TYR CB 
169 TYR CG 
169 TYR CD1 
169 TYR CE1 
169 TYR CD2 
169 TYR CE2 
169 TYR CZ 
169 TYR OH 
169 TYR C 



-27 .00 


-21.13 


-28.30 


-22 94 


-29.48 


-22 34 


-30. 54 


■ * -V • w w 


-30 11 


.oh 7Qi 
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-^3 2fi 

. . ■ AW • AO / 


-29137 


-24 21 
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• : • A W. ; . # 
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-33 • 04 


-22 71 " 


-33.40 
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-34 16 


* J . a 44 


-33 .79 


-2*v 44 
aw .44 


-35 . 15 


—AW .OA 


-35 16 

WW » X \J 


-27 1 Q 

—A / . Ij 


-36.03 


-25 ftfl 

AW • OU 


-35.93 


-26 66 

A U.yO 


-36.89 


-24 80 


-37.79 


-24 62 


-38. 11 


-22 11 


-39 .35 


-22 flft 

A A • OO - 


-36.94 


-22 42 

A A... VA . 


-39.06 


-25 46 

A W . O 


-39 .83 


-25 56 

■ AW .WO 


-39.28 
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- /-22^'73 


• 54>8l 


tSvOo 




%8v44 


^23.44 


•v ; '53^70?- 


15.00 




^37.01 


-23.80 


54.04 


15.00 


19 6 MOT €G 


-36.11 


-22.58 




15.00 


196 MET SD 


-34.46 


-22.98 


54.73 


15 00 


196 MOT CE 


-33;78 


: ' ; -2 : 3^75: :: ;. 


53.28 


15.00 


19 6 MOT C 


. .■ ■ -3^27 • 


; : -?^;;68;.; 


53.38 


15.00 


196 MET 0 


-40.03 


^25 .14 


54.23 




197 ALA N 




-25.1? 




15.00 


197 AiA (GA 


t39.91 


-26.36 


51:72 


15, .00 


197 ALA CB 


-39.S6 


-26.48 


50-19 


15.00 


197 ALA G 


f;^9^5l'' : 


-27.69 


52.36 




197 ALA 0 

198 ARG N 


-38.33 
-4b>52 


-25 ; 00 


: ;-.5 i 2:V5.b- i 


i*v fi n 


198 ARG CA 


-40 .32 


-28.50 
-29.81 


52 . 67 
53.28 


15 OO 
15 00 


198 : ; ; ^A^i.^CB-:;.. 


-41.08 


-29«;90 


54. 60 


is od 


198 ARG CG 


-41.09 


-31.28 


55/23 


15.00 


198 ARG GD 


-41.40 


-31.21 


••>: 56V71. ' 


15;, 00 


198 ARG NE 


-42.71 


-30.64 


57.00 


15. 00 


198 ARG CZ 


-43v83 


-31.35 


57; 04 


15^00 


198 ARG NH1 


-43 .80 


• ;^32 V66. ' 


56.80 


15.00 


198 J&<rNH2 


-44,97 


-30.76 


57.34 


15.00 


198 i^te C 


-40.79 


^30.^0 : 


52.34 


15 . 00 


198 ARG 0 


-41.87 


-30.81 


51.76 


15.00 


19 9 ASN N 


-39.97 


-31.93 


52:20 


15.00 


199 >^ 


-40.28 


-3? ,07 


51.33 


15.00 


199 ASN CB 


-41.68 


-33.62 


51,60 


15 .00 


199 ASN CG 


-41v76 


-t34.41 


52,90 


15 . 00 


199 OD1 


-42.80 


-34.44 


..;.!: 53 , 57 


15.00 


199 ASN ND2 


-40 ,65 


r-35 r :05 


53.28 


is .00 


199 ASN C 


-40.08 


-32.78 


49V85 


15.00 


199 ASN O 


-40.45 


-33V 59 


48 i $S 


15.00 


200 LYS; N 


-39.47 


:/?i±y 65 


49.54 


15.00 


200 LYS CA 


-39.18 


-31.30 


48.16 


15,00 


200 LYS CB 


-39.18 


-29,77 


47,95 


15 00 


200 LYS CG 


-40. 55 


-29.15 


•47,76 


15.00 


200 LYS CD 


-41.24 


-29.74 


46.54 


15.00 


200 LYS CE 


-42.64 


-29.19 


46^34 


15.00 


200 LYS NZ 


-43.39 


-29.98 


45,32 


15.00 


200 LYS C 


-37; 80 


-|1;87 


47 i 84 


15.00 


200 LYS 0 


-36.86 


-31,13 


47; 56 


15.00 
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201 ASN N 


-37.66 


201 ASN CA 


-36,40 


201 ASN GB 
2 01 ASN ; CG 


-36.24 
-35 ;16 




-25*27 


201 ASN ND2 
2 01 ASN C 


-34.11 

-35 IB 


2 01 ASN O 
202 ASN N 


-34 28 
-35.16 


202-^ 


-34 ;05 


202 iSN GB 


-32 .86 


202 ASN GG 


-31.99 


202 ASN OD1 


-32.43 


202 ASN ND2 




202 ASN C 
202 ASN 0 


• : v-33> # .;gi 

-32v42 


203 ALA N 

«vw nun ii 


-34 5R 


203 AiiA H 


' —35 43 


203 ALA CA 
203 ALA CB 


-34 36 


*yy rvLxrv vao, 

203 ALA G 


^-33.31 


203 ALA O 


■ -33 .47 


204 CYS N 


—32 23 - : 


204 CYS CA 


-31 15 


204 CYS C 


-30.39 


20:4 GYS 0 


-29.68 


204 CYS CB 
204 CYS SG 


-31 68 


205 GLY N 


-32 40 

-30 51 


205 GLY CA 


-29.80 


205 GLY C 


-30 19 


205 GLY 0 


-29 39 


206 I LE N 


-31 43 
— — . * — — * 


206 ILE CA 


-31 94 


206 ILE CB 


-33 46 


206 ILE CG2 


-34 18 


AVO XliCi V_VjX 




206 ILE GDI 


-33.55 


206 ILE C 


-31.63 


206 ILE 0 


-31.31 


207 ALA N 


-31.68 


207 ALA CA 


-31.40 


207 ALA GB 


-32.50 
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: -33vl9 ■ 


48.01 


15 .00: 


-33.87 


47 .72 


15.00 


-33.99 


46.19 


15.00 


■ -35-PP 


45.77 


15.00 


-35.62 


44.69 


15.00 


-35.15 


46.58 


15.00 


-33.16 




15.00 


-32.70 


47.62 


15.00 


-33.09 


:; ; ,:49v 67 ..' 


15.00 


.•r32,i47;'. 


50.41 


15.00 


-33.43 


50.47 


15.00 


-33.22 


51.69 


15.00 


-32.60 


52.67 


15.00 


-33.72 


; : : : :si. 66 


15 .00 


-31.11 


49.86 


15 .00 


-30.87 


49.62 


15 .00 


-30.22 


49.72 


15. 00 


-30.48 


50.10 


15.00 


-28.88 


49.17 


15.00 


-28.06 


49.20 


15.00 


-28,14 


50.00 


15.00 


-27. 92 


51.19 


15.00 


-27 .75 


49.33 


15.00 


-27.01 


49 .98 


15.00 


-27.80 


51.03 


15 .00 


-27.21 


51.83 


15.00 


-25:.:;71:- ' 


50.61 


15.00 


-24.49 


49.47 


15.00 


-29>13: 


51.01 


15.00 


-29v9j6 


51.97 


15.00 


-29.78 


53.44 


15.00 


-30.02 


54.34 .. 


15 .00 


-29.40 


53.67 


15.00 


-29;18 


55.01 


15.00 


-28 .88 


54.98 


15.00 


-29.93 


54.15 


15 .00 


-28.79 


56.39 


15.00 


-27.60 


57.17 


15.00 


-30.32 


55.98 


15.00 


-30.07 


57.15 


15.00 


-31.56 


55.50 


15.00 


-32.72 


56.36 


15. 00 


-33.74 


56.24 


15.00 
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207 ALA C 


^30. 07 


-33 37 


3D • UZ 


207 MJi & 


-29. 89 


-34 56 

WtB . JO 


cr or 
DO .xx 


208 ASN N 


•29 . 11 


-32 58 


ft : C C 

. 33. 33 




-27.81 


-33 .10 


55 16 

• XW: 


2 08 


-27.34 


-32.39 


53 ififi 


208 r,A^^;-/ 


•27.15 


-33 35 

— • ■ — 


34 ,.; / Z 




-28. 12 


-33 85 


52 1 5 

«?4 • JL 3 : 




^25' 90 


-33 .60 


CI 

3f • O w - 


2 08 ASN G 


-26.72 


-33.00 


56 9? 

JO . zx 


20i ASN 0 


-25.66 


-33 .62 


56 10 




x26;96 


-32.22 


57 07 




C^?$v-9 : 6- : 


-32.06 


58 31 

JO,« 3 x 


209 LEU CB 


r24V98 


-30.96 


57 ft 9 




-23.69 


-30 69 


5 ft 6*7 
3o • O / 


209 : LEU GDI 


-22.77 




Cft CI 

JO. Ox 




-22; 99 




co no 
3o .US 




^26.63 


-31 70 


37. 03 


209 LEU 0 


-26.11 


-30 91 

•J W-. J X. ■ 


60 41 


210 


-27.79 


-32 it 


CQ QA 

3j,yu 




/•■' v -;28 : . : 15 • 


-32 ft 3 


CQ 1 T 




^28.56 


-32 01 


61 10 
Oli XW 


210 ALA CB 


-29.98 


-32 5? 


60 Qfi 

ou . yo 


,2iO ; ;A^ : ;G;"/-V^ 


-27 .93 


-32 71 






-27.23 


-33 70 


67 

OZ • Zj 




^28.20 


-32.12 


63 50 

OJ .3 V/ 


(• : 2 ; ti:;:: : s^: : jGA.':. 


-27.73 


-32 66 


64- 7 ft 


211 :'sra : -i:GB;::-; :: . 


r26;21 


-32 55 


64 fid 


211 S^ C« 


-25 .79 


-31 20 


CA GO 
04 . 


211 SER C 


-28.38 


-31 R9 


6C OO 


211 SER 0 


-28 .93 


—30 P.0 


6C *70 
03 • /Z 


212 POT N 


—28.35 


-32 47 


67 11 
O / . X X 


212 : :; : :;i^ ; CA- : .- : •' 


-28.93 


-31 A4 

V X « w4ft 


uO.ZO 


212 PHE GB 


-30 ,43 


-32 16 

w A • X w 


6ft ** £ 
OO .JO 


212 PHE GG 


-30 .75 


-33 63 


6ft ^A 
OO , 34 




-31 . 28 


-34 23 


67 70 


212 PiCE GD2 


-30.55 


-34 43 


60 Aft 


212 PHE GE1 


-31.61 


-35 57 


67 10 

O / . X-7 


212 PHE CE2 


-30.87 


-35.79 


69.48 


212 PHE C2 


r-31.40 


-36.35 


68.33 


212 PHE C 


-28.17 


-32.36 


69 .50 


212 PHE p: 


-27.66 


-33.48 


69.48 


213 PRO N 


-28.03 


-31.54 


70.55 


213 PRO CD 


-28.53 


-30.16 


70.68 
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; 15.00 

15.00 
15.00 
15.00 
' 15.00 
15 ! 00 •' 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15. 00 
15.00 
15.00 

15.00 ! 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15 .00 

15.00 
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213 PRO CA 
213 PRO GB 
213 PRO CG 
213 PRO C 

213 PRO O 

214 LYS N 
"214 LYS CA 

214 LYS CB 
214 LYS CG 
214 LYS CD 
214 LYS CE 
214 LYS NZ 

' 214 lys c 

214 LYS 0 

215 MET N 
215 MET CA 
215 MET CB 
215 MET CG 
215 MET SD 
215 MET CE 
215 ; MET C 
215 MET ;0T1 

215 MET OT2 

216 HOH OH2 

217 HOH OH2 

218 HOH OH2 

219 HOH OH2 

220 HOH OH2 

221 HOH 0H2 

222 HOH OH2 

223 HOH OH2 

224 HOH OH2 

225 HOH OH2 

226 HOH OH2 

227 HOH OH2 

228 HOH OH2 

229 HOH OH2 

230 HOH OH2 

231 HOH OH2 

232 HOH OH2 

233 HOH OH2 

234 HOH OH2 

235 HOH OH2 



-27.32 
-26.95 
-28.16 
-28.20 
-29.42 
-27.58 
-28; 32 
-27.85 
-28.28 
-27.98 
-26.48 
-25.86 
-28 . 17 
-27.07 
-29.28 
-29.29 
-30.27 
-29.79 
-28.97 
-30.38 
-29.67 
-30.25 
-29.39 
-21.96 
-30.77 
-30.16 
-3.64 
-13,18 
-34.51 
-18.02 
•17.01 
-24.38 
0.36 
-13.68 : 
•46.72 
•45.10 
39.09 
35.85 
19.20 
30.09 
27.95 
21.75 
30.30 



-31.95 
-30.61 
-29.81 
-32.77 
-32.64 
-33-60 
-34.41 
-35.85 
-36.60 
-38.09 
-38.39 
-38.24 
-33 .84 
-33:47 
-33.75 
-33.24 
-32.08 
-30.79 
-29.73 
-28.92 
-34.33 
-35.37 
-34.13 
-40 .63 
-17.16 
-20.07 
-10.82 
-7 .77 
-22 .61 
-34.44 
-5.28 
-30.77 
-5.40 
-21.42 
-29 . 80 
-36.23 
-12 .35 
-37.05 
-39.14 
-19.72 
-19.50 
-30.29 
-2.55 



71.76 

72 .38 

72 .11 

72.70 

72.69 

73.53 

74.49 

74.47 

73.23 

73 .30 

73.31 

74.66 

75.89 

76.29 

76.61 

77.98 

78.11 

77.48 

78.67 

79.43 

78.99 

78 .59 

80.20 

81.12 

67 .86 

64.02 

59,75 

71.57 

70 . 17 

65.29 

69 .42 

62.26 

64.98 

66.86 

50.41 

56.40 

65.48 

52.41 

66 . 78 

66.64 

62.38 

62.28 

77.57 



15.00 
15 .00 
15.00 
15 . 00 
15.00 

15,00 s 

15,00 
15.00 
15:00 
15.00 

i5:b;o 

15.00 

15.00 

15.00 

15,00 

15 .00 

15 .00 

15 . 00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE VI 

236 HOH OH2 -33.08 -28.99 86.45 15 .00 .' ; 

237 HOH OH2 -30.07 -22.68 84 .37 15.00 
238 HOH 0H2 -39.83 -16.82 48 34 15>00 

239 HOH OH2 -34.57 -24.95 47.01 15.00 

240 HOH OH2 -46.44 -34.07 57.12 15.00 

241 HOH OH2 -26.91 -7.02 56.22 15,00 
; 242 HOH OH2 -42.10 -15.05 61.98 15.00 

243 HOH OH2 -24.27 -7.11 65.05 15.00 

244 HOH OH2 -33 .44 -27.69 70.80 15.00 

245 HOH OH2 -40.50 -27.38 80.61 15.00 

246 HOH OH2 -14.45 -17.44 86.64 15.00 

247 HOH OH2 -4.86 -12.23 73 .56 15.00 

248 HOH OH2 -10.86 -20.50 79.87 15.00 

249 HOH OH2 -27.43 -35.04 59.25 15,00 

250 HOH OH2 -35.26 -10.90 53.73 15.00 

251 HOH OH2 -31.84 -29.20 46.92 15.00 

252 HOH OH2 -42.75 -9.71 40.49 15.00 

253 HOH OH2 -41.27 -34,56 56.25 15,00 

254 HOH OH2 -44.55 -15.65 65.22 15.00 

255 HOH OH2 -32.52 -13,49 60.73 15:00 

256 HOH OH2 -39.73 -4.62 63.34 15,00 

257 HOH OH2 -25.69 -11.84 70.98 15.00 

258 HOH OH2 -31.93 -6.64 63.98 15.00 

259 HOH OH2 -19.62 -7.72 62.94 15.00 

260 HOH OH2 -33.42 -20.20 70 .53 15.00 

261 HOH OH2 -12.62 -24.00 79.04 15.00 

262 HOH OH2 -9.78 -21.46 77 .40 15.00 

263 HOH OH2 -6.71 -27.36 80.84 15.00 

264 HOH OH2 -21.06 -35.71 57 .19 15.00 

265 HOH OH2 -26.47 -48.97 59.68 15.00 

266 HOH OH2 -14.22 -32.57 69.97 15.00 

267 HOH OH2 -11.69 -25.57 76.63 15.00 

268 HOH OH2 -17.38 -27.79 86.86 15.00 

269 HOH OH2 -22.39 -37.94 70.91 15.00 

270 HOH OH2 -10.44 -11.32 63.69 15.00 

271 HOH OH2 -8.66 -22.33 72.95 15.00 

272 HOH OH2 -29.93 -20.17 48.73 15.00 

273 HOH OH2 -22.92 -30.27 39.30 15.00 

274 HOH OH2 -33.19 -37.20 49.46 15.00 

275 HOH OH2 -28.10 -25.82 41.06 15.00 

276 HOH OH2 -35.93-29.91 44.54 15.00 

277 HOH OH2 -37.76 -30.41 51.24 15.00 
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Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) £6r the cattiepsin k 
caioplex with inhibitor 4 - [N- 
{ (ph^yln^ethoxy ) carbpnyl ] -L-leucyl ] - 1- [ij- 
I (phenylmethoxy) carbonyl] -L-leucyl] -3- 
•'.:pyrrplidinone'- : : ; ; ; : - 



Residue Atom 


X 


V 

■ * • 


■ Z: :, 


;; : .-'B-' - 


1 ALA CB 




3 9 • 1 / 


• 9 o 


30 ; 60 


1 ALA C 


*m 1 ..93. 


— 7*7 ci 

■ J; / • 3± 


63 . 80 


29.74 


1 AliA O 

jl nun u 


.Ad ii 

.-•m-9 • 14 


— J / . 3 / 


63 . 58 


32 w !3 


1 ALA N 


J AO 1 O 


^39> o3 


64 . 36 


i 58.23 


1 ALA CA 




' — TP/ *7fi 
J o • /o 


64 .13 


28 .86 


2 PRO N 


-47 2fi 


— TA' 
«j O • J4 


on 
o3 . oU 


27 .19 


2 PRO CD 




JO # 1U 


cvt it A -' - ■ 
o4 . 4 0 


26 . 45 


2 PRO CA 


-47 oo 


JO . uo 


03 .30 


27. 01 


2 PRO CB 


-47 28 


™ 3« w xu 


CA CO 
04.3Z 


26 . 65 


2 PRO CG 


-46 25 


- %A QC 
~ 3% .93 


<CC 11 
03 . 31 


■ 27.. 69 


2 PRO C 


-47 73 




M . An.: 


Zo . 37 


2 PRO O 


-46 67 


~ 3 »» v . / V 


£1 cn 


2 67. 53 


3 ASP N 


-48 76 


J J « oO 


ci to 
Oi . Do 


... ■ OC : CV: 

26 .63 


3 ASP CA 


-48 71 




cn *vc 


24.49 


3 ASP GB 


-50 14 

JU ,1*1 




CO CO 

39 . 09. 


23 . 94 


3 ASP CG 


-50 75 


-"A A 70 


39 . 1 / 


24 . 73 


3 ASP ODl 


-50 1° 

—J\J . JL J 


-T4 ftfl 


e g '«5 1 . 


31 • 10 


3 ASP OD2 


-51 7Q 


.._ >4 

J * . / O 


C O ' "71 


23 . 79 


3 ASP C 


-48.03 


-31.88 


60.39 


24,62 


3 ASP 0 


-47.08 


-31,59 


59.67 


23.92 


4 SER N 


-48 .55 


-31.04 


61.28 


24.05 


4 SER CA 


^47.98 


-29.72 


61.55 


22 .83 


4 SER CB 


-49.04 


428.62 


61.52 


23.29 


4 SER OG 


-49.84 


-28.70 


60.36 


24.54 


4 SER C 


-47.30 


-29.75 


62.91 


23 .31 


4 SER 0 


-47.71 


-30.51 


63.79 


26 .63 


5 VAL N 


-46.27 


-28.92 


63.09 


24.43 


5 VAL CA 


-45.52 


-28.80 


64.34 


22.41 


5 VAL CB 


-44.44 


-29.91 


64.50 


24.60 


5 VAL CGI 


-43.39 


-29.50 


65.53 


19 .58 


5 VAL CG2 


-45 . 09 


-31.22 


64 .94 


26.54 


5 VAL C 


-44.80 


-27.45 


64.30 


22.72 
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5 

6 

6 

6 

6 

6 

6 

6 

6 

7 

7 

7; 

7 

7 

7 

7 

7 

7 

7 

7 

7 



VAL 0 
ASP N 
ASP CA 
ASP CB 
ASP CG 
ASP OD1 
ASP OD2 
AS P C 
ASP O 
TYR N 
TYR CA 
TYR CB 
TYR GG 
TYR CDl 
TYR CE1 
TYR CD2 
TYR CE2 
TYR CZ 
TYR OH 
TYR C 
TYR; O 
8 ARG N 
8 ARG CA 
8 ARG CB 
8 ARG CG 
8 ARG CD 
8 ARG NE 
8 ARG CZ 
8 ARG NH1 
8 ARG NH2 
8 ARG C 

8 ARG O 

9 LYS N 
LYS CA 
LYS CB 
LYS CG 
LYS CD 
LYS CE 
LYS NZ 
LYS C 
LYS O 



10 LYS N 



-44.23 

-44.80 

-44.17 

-45.15 

-44v49 

-43,28 

-45.20 

-43 .67 

-44.45 

-42.37 

-41.82 

-40.44 

^40.51 

-40,50 

-40.61 

-40.62 

-40.72 

-40.72 

-40.84 

-41.77 

-41.12 

-42 .39 

-42.44 

-42.56 

-41.27 

-41.41 

-42.40 

-42 .59 

-41.85 

-43.50 

-43.64 

-43.52 

-44 .77 

-46.01 

-47.21 

-47.27 

-48.31 

-49.69 

-50.71 

-46.01 

-47.06 

-44.81 



-27.09 
-26.74 
-25.43 
-24;. 34 
-22.99 
-22.84 
-22.09 
-25.17 
-24.78 
-25.32 
-25.08 
-25.71 
-27.21 
-27 .78 
-29.16 
-28 .05 
-29.42 
-29 .97 
-31.33 
-23 . 62 
-23.25 
-22.78 
-21.36 
-20 .52 
-20.40 
-19.48 
-19.99 
-19.53 
-18.52 
-20.10 
-21.14 
-20.55 
-21.73 
-21.63 
-21.84 
-20. 83 
-21.19 
-21.20 
-21.24 
-22.61 
-23 . 10 
-22 . 90 



63.27 
65.41 
65.48 
65.04 
■ 64;81 
' 65.12 
. 64.31 
66.88 
67.74 
67.10 
68.42 
68.58 
68.76 
70.03 
70.20 
67.66 
67.82 
69.08 
69.22 
68.78 
69.75 
67.96 
68.25 
66. 98 
66 . 17 
64.98 
64.04 
62. 81 
62.36 
62.03 
69.17 
70. 24 
68.79 
69.54 
68.62 
67.48 
66.44 
67 .04 
65.97 
70.70 
71.14 
71.19 



24.78 
22.25 
20.13 
• 20.94 
■ 19->6 
; 15-02; 
;;i5i:42^ 
20.15 
26.96 
20.70 
19.50 
22.46 
22.69 
24.39 
23.01 
17.84 
17.55 
16.70 
21.92 
18 . 59 
23.10 
16.73 

19.28 

22 . 66 

14:98 

17.92 

22 . 05 

24.53 

26.01 

15.35 

14.09 

13 .90 

13.24 

10.93 

16.03 

13.55 

17.52 

18.86 

15.37 

15.03 

17.15 
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TABLE VD 




10 LYS GA 


-44.58 


-23.82 


72.31 


14.97 


10 LYS CB 


. ^44.10 


-25.19 


71.81 


13.68 


10 LYS CG 


-45.15 


-26.06 


: 71, 14 


17.87 


io Lysct 


-44.58 


-27.44 


70)87 


17.96 


10 : LYS?;GE ■ . 


;:-45;.'67" 


-28 .49 


; :70:::7iv 


22.08 


10 LYS NZ 


-45.07 


-29.82 


70;35 


25.39 


■ 10 LYS^ C: 


-43.52 


-23.20 • 


• '13>2'1:; 


10.83 


10 LYS 0 


-43.08 


-23.82 


74.19 


. 9.39 


11 GLY N 


-43.07 


-22.01 


72; 88 


11.15 


11 GLY CA 


-42> 08 


-21.35 


73 .70 


14.48 


11 GLY G 


-40:71 


: -21.99 


' 73v69 


15.75 


il GLY Q 


: -39.92 


-21.75 


74.60 


.;vif:2i; 


12 TYR N 


-40.41 


-22.80 


•' : ' : 72;?6;7, ; 


16.05 


12 TYR CA 


-39.09 


: -23.44 


72.59 


'•'i5^2:6 ' 


12 TYR CB 


• -39.18 


-24.83 


'V71^- ;; 


16.85 


12 TYR CG 


-39.84 


-25.90 


72.80 


12.79 


12 TYR GDI 


-41.22 


-26.04 


72.82 


12.72 


12 TYR CE1 


-41.82 


-27 .07 


73.52 


16 . 82 


12 TYRCD2 


-39.08 


-26.82 


73; 50 


18.15 


12 TYR CE2 


-39.67 


-27,86 


74.20 


21.62 


12 TYR GZ 


-41.04 


-27.98 


74.20 


19.19 


12 TYR OH 


-41.63 


t29 . 03 


74.89 


22.22 


12 TYR G 


-38: 08 


-22.61 


71.81 : 


16 ,45 


12 TYR 0 


-36.89 


-22.92 


71.82 


18.97 


13 VAL N 


-38.55 


-21.55 


71; 16 


16.26 


13 VAL CA 


-37.67 


-20,71 


70 .34 


17.11 


13 VAL CB 


-38.25 


-20.58 


68.90 


17.86 


13 VAL CGI 


-37.20 


-20.07 


67.96 


18.97 


13 VAL CG2 


-38.77 


-21.92 


68.41 


19.17 


13 VAL C 


-37.37 


-19.31 


76 ,89 


16 : 02 


13 VAL 0 


-38.27 


-18.51 


' : 71vl4fc- 


16;61 


14 THR N 


-36.08 


-19.01 


71.03 


15.90 


14 THR CA 


-35.65 


-17.71 


71.53 


20.92 


14 THR CB 


-34.21 


-17.77 


72.04 


22.63 


14 THR OG1 


-33.33 


-18.11 


70.97 


28.59 


14 THR CG2 


-34.09 


-18.78 


73.17 


23 . 81 


14 THR C 


-35.73 


-16 .67 


70.41 


25 ,69 


14 THR 0 


-36.01 


-17 .02 


69.26 


28 .47 


15 PRO N 


-35.50 


-15.37 


70.73 


28.26 


15 PRO CD 


-35.15 


-14.82 


72.05 


27 .19 


15 PRO CA 


-35.56 


-14.29 


69.73 


23.60 


15 PRO CB 


-35.29 


-13.04 


70 . 58 


24.84 
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15 PRO C 

15 PRO O 

16 VAL N 
16 CA 

' 16 ^ : GB 
16 ^iL CGI 
16 

16 VAL C 

16 VAL O 

17 LYS N 
17 LYS GA 
17 LYS CB 
17 LYS- G<3 
17 LYS: CD 

17 ms cB 

17 LYS NZ 
17 LYS: C { 

17 LYS 0 

18 ASN N 
18 ASN CA 
18 ASN CB 
18 ASN GG 

■ 18 ASN ODl 
18 ASN ND2 
18 ASN G 

18 ASN O 

19 GLN N 
19 GLN CA 
19 GLN CB 
19 <3LN CG 
19 GLN CD 
19 GLN OE1 
19 GLN NE2 
19 GLN C 

19 GLN O 

20 GLY N 
20 GLY CA 
20 GLY C 

20 GLY O 

21 GLN N 
21 GLN CA 
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TABLE VH 




-34.43 


: : -13. 55 


71.68 


26.75 


• ; '^34 : ; 53 : 


-14.44 


68.62 


19 .41 


-33.43 


-14.94 


68.84 


15.67 


-34 .90 


-13.96 


67.43 


16.42 


-34.03 


-14.06 


66.27 


. 12.13 


-34.;77 


V ^13\71 


64.95 


9.20 


-33 .84 


-13.89 


63.77 


7.84: 


■f-36.01 


'-.,- : 14:.56' 


64.78 


6.59 


\t32 .CjB'i' 


I >13 .16 


66.39 


11.22 


; : : : t32> : ;$3;' 


-11.94 


66.44 


■ . 11 . 47 


-31.65 


-13.79 


66.45 


' 10.35 


-30.39 


-13 i 07 


66.55 


9.97 


-29.31 


-13.93 


67.22 


14.75 


-29.17 


-13.71 


68.75 


10 . 18 


-30.45 


-14 .02 


69.52 


5.48 


-30.69 


-15.51 


69.66 


15!. 18 


-29 . 75 


-16.23 


70.59 


13.03 


-29.98 . 


-12.57 


65.16 


9 ,61 


-30.72 


-12.73 


64.20 


9.93 


-28.76 


-12. 05 


65.05 


8. 91 


-28.28 


-11.47 


63.80 


8.23 


-28.78 


T ^10^03' : . •' 


63.72 


10.88 


-28.51 


-9.36 


62.39 


13.91 


-27.51 


-9.63 


61.72 


9.48 


-29.40 


■ -8.44 


62.03 


13.48 


-26.75 


-11.54 


63.75 


8.02 


-26.07 


-10.64 


64.22 


13,56 


-26 .:22 ' : 


-12.59 


63.14 


7.59 


-24.78 


Vl2.8l 


63 .06 


9.07 


-24.56 


-14.08 


62.26 


11,76 


-24.; 91 


-14.00 


60.81 


10.58 


-24.73 


-15.33 ■ 


60.11 


10.05 


-25 i 69 


-16.07 


59.88 


8.08 


-23.49 


-15.66 


59.80 


3 .31 


-23 .84 


-11.70 


62.60 


12.84 


-22.65 


-11.71 


62; 95 


14.67 


-24.33 


-10.75 


61.81 


9.97 


-23.45 


-9.68 


61.35 


9.75 


-22.40 


-10.16 


60:37 


9.12 


^22 .56 


-11.21 


59 .74 


14.46 


-21.32 


-9.40 


60 .20 


10.42 


-20.28 


-9.80 


59.25 


13.95 
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TABLE VH 




' 21 GUI CB : 


-19.55 


:. ;: ^8-;58 ; 


58.66 


13 ; 14 


21 GL1T CG . 


';i;f2^4p- 


-7i7? 


57 . 65 


12 . 44 


21 i GLlf CD 


: ^20^73" 


-8. 61 


56.41 


13.48 


:21;: ; g^I;?oei . 


:. ^i9. r ** 


;;;-9..i5 


55.76 


14.90 


• 21 <^ ;NE2 . 


>'^22?;*.2l- 


-8.71 


56.08 


9.41 




• ;^i9 : :3 : 0:: 


-10;83 


59.81 


15.26 


' 2li|^GUw3(|;/. -:- 


-18.08 


-10.64 


59.79 


16.33 


22 cys -n 


-19^86 


; -11.93 


60.29 


17.72 


/^Vcys-gav.;: 


; : -19.10; 


'•::;-i3:i04i-; 


60.86 


16.36 


: : :22 : ;cys-::c^ ; ^- 


-19.82 


-14.31 


60.40 


16.07 


,"22^<^;-;pv:^ 


-21.05 


-14.39 


60.44 


8.26 


22 CYS CB : 




-12.91 


62.40 


16.53 


22 CYS SG 


-18.36 


-14.33 


63.35 


15 .48 


23 GLY N 


-19.04 


-15.25 


59.83 


16.86 


23 GLY CA 


;i : --19v5 : 9 : ..; 


-16.52 


59.35 


14.89 


23 GLY C 




; -17.49 


60.52 


13.50 


23 GLY 0 




^!-|8>4'5';:> 


60.61 


11.64 


24 SER N 


;---2;o:.6i- :'. 


-17.20 


61.41 


13.66 


24 ^ CA: 


; •^;26 : y82:i. 


-17.99 


62.61 


14.12 


24 SER CB 


-20.65 


-17.10 


63.84 


17. 06 


24 SER OG '.. 


-21^37 ' 


-15;88 


63 .67 


19 .58 


24 SER C 


t22,18 


-18^67 


62.64 


14.42 


24 SER 0 


S-22v63'-; 


-19.12 


63.69 


15.12 


25 CYS N 


; -22 .83 


-18.77 


61.48 


15.74 


25 CYS CA 


-24.16 


J19.38 


61,40 


12.45 


25 CYS GB 


-24.61 


-19,48 


59.92 


17.82 


25 CYS SG 


' -23.46 


-20.34 


58.77 


15 . 84 


25 CYS C 


-24.23 


-20V73 


62 .12 


12.21 


25 CYS O 


V -25.27: i 


-21.09 


62.66 


8.88 


25 INH CI 


-26.76 


-10.18 


57.23 


37.63 


25 INH C2 


'-.;-25i;;50T:' 


-10.64 


57.58 


37.16 


25 INH C3 


.':J|iVB5:.' 


^ilv61.;-- 


56.79 


34.05 


25 INH C4 


-25.45 


-12.12 


55.64 


32.87 


25 INH C5 


■ -26.72 


-11.65 


55.30 


36.05 


25 INH C6 


-27.38 


-10.68 


56.09 


37 .28 


25 INH C7 


-24.76 


-13.16 


54.79 


31.70 


25 INH 08 


-24.07 


-14.24 


55.46 


33.18 


25 INH C9 


-24.20 


-15.65 


55.36 


32.90 


25 INH 01 0 


-24 .83 


-16.33 


56.19 


27. 65 


25 INH Gil 


-23.57 


-17.64 


54 .11 


33.43 


25 INH C12 


-23 .56 


-17.98 


52.63 


29.93 


25 INH C13. 


-24.79 


-17.58 


51.82 


30.09 



TABLE VU 

25 INH 014 -24.84 -16.08 51.57 28.76 

25 iNH 015 -24.70 -18; 31 50.53 33.84 

25 INH C16 -22.36 -18.24 54.80 34.35 

25 INH 017 -21.26 -18.25 54.27 39.78 

25 INH N18 -22.58 -18.72 56.02 35.16 

25 INH C19 -21.64 -19,29 56.85 29.32 

25 INH N20 -23 ,57 -16,20 : 54.33 34.33 

25 INH C21 -21.16-20,68 56.54 29.68 

25 INH C22 -22.10 -19.32 58.29 26.25 

25 INH 023 -22. 30 -18 .20 58 . 72 26 . 3 3 

25 INH C24 -13,39-26.50 60.06 25.12 

25 INH C25 -13.12 -25.19 59.68 26.39 

25 INH C26 -14.04 -24.48 58.91 25.10 

25 INH C27 -15.23 -25.07 58.52 23.88 

25 INH 02 8 -15.49 -26.37 58.90 24.81 

25 INH C29 -i4.58 -27.09 59.67 23.22 

25 INH C30 -16.20 -24.31 57. 66 25. 64 

25 INH 03 1 -16.99-24. 94 56.63 26.66 

25 INH;C32 -I8v4l -24.84 56.56 24.33 . 

25 INH 033 -19.08 -25.66 55.96 24.89 

25 INH C34 -20.39 -23.56 57.26 25.72 

25 INH 035 -21.15 -24,78 57.78 22.12 

25 INH C36 -21; 80 -25.75 56.80 16.61 

25 INH 037 -23.15 -25.25 56.41 15.08 

25 INH 03 8 -21.91 -27.08 57,47 16.77 

25 INH 039 -20.56 -22.41 58.25 28.82 

25 INH O40 -20.39 -22.62 59.45 37.25 

25 INH N41 -20.88 -21.18 57.82 28.59 

25 INH 042 -21.00-20,17 58.81 27.26 

25 INH N43 -18.95 -23.81 57.20 25.99 

26 TOP N; -23.11 -21.45 62.14 14.10 
26 TOP OA -23.02 -22.74 62.82 15.29 
26 TOP OB -21.66 -23.38 62.56 12.22 
26 TRP CG -20,53 -22.49 62,90 15.74 
26 TRp CD2 -19,74 -22.52 64.10 17.65 
26 TRP GE2 -18.76 -21.51 63.98 15.49 
26 TOP CE3 -19.77 -23.30 65.27 18.53 
.26 rap obl -20.02 -2.1.49 62.14 16.57 
26 rap NEi -18.95 -20,90 62,77 17.92 
26 TOP CZ2 -17.82 -21.26 64.98 13.72 
26 TOP CZ3 -18.83 -23.05 66.26 16.53 
26 TRP GH2 -17.87 -22.04 66.11 15.09 
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TABLE VH 



26 TOP C 

26 TOP 0 

27 ALA N 
27 ALA CA 
27 ALA CB 
27 ALA C 

27 ALA O 

28 PHE N 
28 PHE CA 
28 PHE CB 
28 PHE CG 
28 PHE CD1 
28 PHE CD2 
28 PHE CE1 
28 PHE CE2 
28 PHE CZ 
28 PHE C 

28 PHE O 

29 SEE N 
29 SER CA 
29 SER CB 
29 SER OG 
29 SER C 

29 SER O 

30 SER N 
30 SER CA 
30 SER CB 
30 SER OG 
30 SER C 

30 SER O 

31 VAL N 
31 VAL CA 
31 VAL CB 
31 VAL CGI 
31 VAL CG2 
31 VAL C 

31 VAL O 

32 GLY N 
32 GLY CA 
32 GLY C 

32 GLY O 

33 ALA N 



-23.24 -22.55 64.32 19.46 



-24.09 

-22.52 

-22 . 61 

-21.77 

-24-07 

-24.61 

-24.72 

-26,13 

-26.51 

-25.96 

-24 .74 

-26.66 

-24.22 

-26.16 

-24.93 

-27.07 

-28.18 

-26.64 

-27.44 

-26 .92 

-27; 80 

-27.40 

-28.44 

-^26.19 

-26.00 

-24.52 

-23.81 

-26.76 

-27.57 

-26.50 

-27.15 

-26.73 

-27.74 

-25.35 

-28 . 67 

-29.25 

-29.30 

-30.75 

-31.27 

-32 .42 

-30.44 



-23.21 
-21.59 
-21.25 
-20.01 
-20.99 
-21.54 
-20.18 
-19.83 
-18.67 
• -17.35 
-16.91 
-16.56 
-15.69 
-15.33 
-14.89 
-21.01 
-21.04 
-21,96 
-23 . 15 
-23.88 
-24.93 
-24,05 
-24.46 
-24.29 
-25.14 
-25.27 
-25.61 
-24.61 
-25.32 
-23,35 
-22.71 
-21.23 
-20.40 
-21.14 
-22.86 
-23.30 
-22.56 
-22.68 
-24.10 
-24.29 
-25.10 



64.92 

64.90 

66.31 

66.61 

66.64 

67.60 

65.80 

65.95 

65.04 

65.48 

65.01 

66.38 

65.41 

66.79 

66.31 

65.72 

66.26 

64.89 

64 .62 

63,37 

62 .97 

65,86 

66.38 

66.36 

67.52 

67.84 

66.67 

68.73 

69.34 

69.06 

70 . 19 

70 .25 

71.03 

70.90 

70.18 

71.17 

69.05 

68.94 

69.19 

69.59 

68.91 



24.77 
19 .49 
12.94 
12.05 
8.35 
6.75 
8.07 
9.51 
7.62 
4.72 



11 
92 
53 
38 
00 



4 

2 
4 

2 
2 

10 . 66 
14 . 07 
10.83 
8.54 
2.45 
2.00 
7.86 
■ 6,37 
5.14 
7.65 
10.56 
14 .28 
6.72 
8.64 
6.44 
6.61 
6.76 
9.71 
2.00 
9.86 
13.64 
12.98 
9 .41 
10.59 
8.20 
11.42 



y/ovrmin 

TABLE VE 



33 ALA CA 


-30.82 


-26 .50 


69 .12 


33 ALA CB 


-29.82 


-27.42 


68.47 


33 ALA C 


-30.86 


-26.73 


70.64 


33 ALA O 


-31.87 


-27.19 


71.19 


34 LEU N 


-29.75 


-26,39 


71 i 29 


- 34 LEU CA 


-29.62 


-26.51 


72.73 


34 LEU CB 


-28.26 


-26 .01 


73 .20 


34 LEU CG 


-27.04 


-26.64 


72-57 


34 LEU CD1 


-25 . 82 


-25.86 


72.95 


34 LEU CD2 


-26.92 


-28 .09 


73 .01 


34 LEU C 


-30.73 


-25.73 


73.43 


34 LEU 0 


-31.32 


-26:22 


74 .39 


35 GLU N 


-31.00 


■ -24 . 53 


72 JS5 


35 GLU CA 


-32.03 


-23.71 


^73v54 


35 GLU CB 


-32.17 


-22.38 


72^ 81 


35 GLU CG 


-30.92 




72 . 88 


35 GLU CD 


-31.07 


-20. 22 


72^:17' ' 


35 GLU OE1 


-31.87 


-20 . 14 


71 # 2i 


35 GLU OE2 


-30.40 


. -19.25 ' 


72w57 


35 GLU C 


-33.37 


-24 . 43 ' 


73.60 


35 GLU O 


-34; 06 


-24,37 


74 ::62 


36 GLY N 


-33.73 


-25.11 


72 52 


36 GLY CA 


-35.00 


-25.83 


72 .48 


36 GLY C 


-34.96 


-27.02 


73.42 


36 GLY O 


-35.97 


-27.38 


74.05 


37 GLN N 


-33.79 


-27.63 


73;53 


37 GLN CA 


-33 .61 


-28.77 


74.41 


37 GLN CB 


-32.27 


-29,48 


74vl5 


37 GLN CG 


-32.08 


-29 .98 


72.71 


37 GLN CD 


-33.38 


-30.28 


71.94 


37 GLN OE1 


-34.20 


-31.il 


72.36 


37 GLN NE2 


-33.58 


-29.57 


70 , 83 


37 GLN C 


-33.73 


-28.32 


75.86 


37 GLN 0 


-34.51 


-28.89 


76.62 


38 L EU N 


-32.99 


-27.27 


76.22 


38 LEU CA 


-33.04 


-26.73 


77.57 


38 Leu CB 


-32.20 


-25V46 


77.70 


38 LEU CG 


-32.11 


-24 78 


7Q ft 7 


38 LEU CD1 


-31.77 


-25.77 


80.17 


38 LEU CD2 


-31.07 


-23.68 


78.99 


38 LEU C 


-34.47 


-26.46 


77.99 


38 LEU O 


-34.92 


-26 . 97 


79.01 






it* 
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13.15 
10.51 
14.58 
12.75 
12.77 
12 . 38 
4.32 
4.80 
6.27 
4.63 
16.38 
18.32 
15.34 
15.20 
12.21 
18.17 
21.50 
23 .90 
22 . 09 
18.81 
23.06 
19.33 
19.77 
21.74 
18,02 
23.70 
23.25 
22.37 
26.26 
30.06 
29.64 
31.26 
24.67 
2S.08 
22.29 
23.08 
21.38 
17.48 
13 .71 
17.90 
24.35 
26.24 
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TABLE VH 




39 LYS . N 


-35.20 


-25.71 


77; 17 . 


26.25 


39 LYS CA 


-36.59 


-25.41 


77.47 


28,16 


39 LYS CB 


-37.25 


-24.61 


76.34 


28.65 


39 LYS CG 


... -38; 35 


-23.65 


761; 81 


27.61 


39 LYS CD 


' -39;60/ 


;:-24'.37' 


77.25 


27.20 


39 LYS C E 




-23.40 ■ 


;'. 77 . 70: ' 


26.81 


39 LYS NZ 


■ -41.94 


-24.12 


78.05 


28.10 


39 LYS C 


;';-3 ; 7;;i7 ' 


-26.69 


•• /:77.;:; : 76; : 


26.01 


39 LYS 0 


-38.28 


-26.70 


78.60 


25 • 82 


40 LYS N 


• ■: -37 . 00 


-27.77 


• 77.11 • 


•26; 61 


40 LYS CA 


-37 . 69 • 


-29;0> 


/ 77.34 


27.03 


40 LYS CB 


;-37.64 




; 76.11 
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40 LYS CG 


-38.65 
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29.91 
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74.82 
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40 LYS CE 


-37.74 
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74.61 


26.31 
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-38.04 
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31; 45 


40 LYS C 


-37.09 


-29.72 




25.36 


40 LYS 0 


-37.81 


-30.32 


79.35 ■ 


23.91 


41 LYS N 


-35.78 


-29.57 
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25.39 


41 LYS CA 


-35.06 


-30.20 
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25.65 


41 LYS CB 


: ■ -i3;.:55;.; 


-30 .06 


79.66 


24.57 


41 LYS CG 


-32 .72 


,-30..^4\ : ' 
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20;75 


41 LYS CD 


: -32.89 


-32.34 


80.50 


26.1B8 


41 LYS CE 


-31.76 


-33.13 


81. 15 


28 .72 


41 LYS NZ 


' -31.63 ■ 


(-32V85: 


82 .61 ' 


29.46 


41 LYS C 


-35.^0 


-29.67 


81.19 


25.70 


41 LYS 0 


-35.92 


-30.44 


82.06 


23.51 


42 THR N 


- -35.42 


-28.35 


81.34 


26.91 


42 THR CA 


-35.76 


-27.67 


82.58 . 


25.94 


42 THR CB 


-34 .61 


-26.77 


83.03 


26.05 


42 THR OG1 


-34.60 


-25.58 


82 .23 


27.18 


42 THR CG2 


-33.28 


-27 .49 


82 . 85 


28.99 


42 THR C 


-37.00 


-26.78 


82.52 


25.00 


42 THR 0 
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-26.43 


83 .55 


28.90 


43 GLY N 


-37.38 


-26.35 


81; 32 


24.41 


43 GLY CA 


-38.54 


-25.48 


81 .19 


21.01 


43 GLY C 


-38. 09 


-24.02 


81.13 


19.83 


43 GLY 0 


-38.92 


-23.10 


81.08 


14.91 


44 LYS N 


-36.78 


-23.82 


81.15 


22.11 


44 LYS CA 


-36.16 


-22.50 


81.10 


24.14 


44 LYS CB 


-35.06 


-22.38 


82.17 


26.33 


44 LYS CG 


-35.61 


-22.19 


83.60 


25.46 
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-22.37 
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-21.89 
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22 . 73 
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27. 00 


-32 .76 


-20.25 
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24 .49 
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76.75 


19.40 


-31.38 


-19.61 


76.15 


22.78 


-31.05 


-17.39 


76.39 
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-30.18 


-17.27 


75.21 


16.88 


-30.12 
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74.70 


17.63 


-31.41 


-15.38 


74,02 
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-32.47 
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74.64 


24.63 


-31.33 
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18.95 


-28.78 


-17.79 


75.50 


14 .05 


-28.08 


-17.23 


76.36 


11.81 


-28.39 
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74.83 


12.40 
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13 .22 
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-20.94 


74.58 


14.23 
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75.50 


16.25 


-26.96 
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-29.13 
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23 .05 
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50 PRO N 
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70.09 
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-20.40 


-18,65 


69.56 
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-20.96 
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70.80 


8.14 




-19 .59 


-16v38 
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8.89 
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-19.58 
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71.162 


12; 14 
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-18.31 
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13.72 
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69.67 


12.95 
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-19.12 


-13.18 


69.27 


10.44 


51 (5^ 


-16.99 


-13,89 


69.30 


6.01 


51 GLN C 


-18.70 


-17.34 •/ 


71-74 
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-17.49 


-17,46 


71.45 
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52 ASN N 
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-18.03 


72.72 
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52 ASN CA 


-18.50 




73.49 




52 ASN CB 


-19.36 


-19,58 


74.62 


6.41 


;:;52 


-18.70 


-20.74 


75.34 


7.63 


52 ASN OD1 


-19-39 


-21.64 


75 - 81 


9. 07 


52 A^J ND2 


-17v39| 


-20.70 


75.48 


4 94 


52 ASN G 


-18,04 


-20,09 


72.50 
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-16,89 


-20.56 


?2.54 
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-18.94 


-20; 43 


71.58 


10. 50 


53 LEU CA 


-18.69 
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70,54 


7.20 


53 LEU CB 


-20 .01 


-21; 83 


69.89 
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-20.74 


-23.04 


70.49 
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53 LEU CD1 


-20.47 


-23.19 


71.98 


14 .61 


53 LEU CD2 


-22222 


-22.93 


70.21 


8 .55 
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-17.69 


-20.92 


69,49 


6.03 


53 IJTO 0 


-16.75 


-21; 63 


69 .14 


4.01 




-17.87 


-19.70 


69.01 


2 .00 




rl6>9? 


-19 .14 


68.00 


6 81 




-17.34 


-17.67 


67. 64 


7 . 05 


: 54..^^^t: 


-16.27 


-17,07 


66.74 


13.23 
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-18.66 


-17.58 


66.93 


5.36 


54 VAL G 


-15.55 


-19.15 


68.47 


12.15 


54 VAL 0 


-14.66 


-19.63 


67.76 


16.44 


55 ASP N 


-15.32 


-18.59 


69.65 


15.93 


55 ASP CA : 


-13,98 


-18.48 


70.22 


17.26 
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55 ASP CB 


'. -13 .98 


-17.47 


71.37 


19 .77 


55 AS P CG • 


-14.33 


-16.06 


70.94 


22.96 


: . 5 5 AS P OD1 


-14.48 


. -15.78 


69.72 


24 . 84 


55 ASP OD2 


-14.44 


-15.21 


■ 71 .84 




55 Aspf;c- '■ 


-13.37 


-19.78 


70.72 


? 18.42 


5 5 AS P O ' ■ 


: ; oi2v;l8: 


-20.06 


70.49 


.: 12.75 


56 CYS N 


-14 .18 


. -20 .55 


71.43 


20,14 


. ' 56 CYS CA 


-13.75 


-2i.79 


72.06 


19.35 


' 56 CYS C 


-13 .66 


-23 .12 


7i>30 


16.79 


56 CYS 0 - 


-13;O0 


-24,05 


71.77 


19.07 


56 CYS CB 


• : '; 7 14,52;; 


-^21.96 


73.37 


17.64 


56 CYS SG /• 


;;-;^:14:v4 : 8 1 . 


-20.45 


74.39 




57 VAL N 


; : ; ^14 .3i ■ 


-23 .23 


70.14 


14.99 


57 VAL CA 


:;.^14^.:24: 


-24.47 


69.38 


12.09 


57 VAL CB 


-15.48 


-24.72 


68.51 


9.25 


57 VAL CGI 




-26.09 


67.85 


2.60 


57 VAL CG2 


- ~:~i6ST^ - 


-24.62 


69.34 


5.09 


57 VAL C 


02 


-24.48 


68 . 47 


12.69 


57 VAL O 


..-i3. : p4 ; ; 


-23 .91 


67.39 


15.30 


' 58 SER N 


vLiiv96:: 


-25.14 


68.92 


15.12 


58 SER CA 


-io:72 


-25.21 


68.15 


■ 18; 94 


58 SER CB 


-9.59 


-25.78 


69.00 


21.08 


58 SER OG 


-9.192 


-27.07 


69.49 


20.89 


58 SER C 


-10.84 


-25.98 


66.83 


19.38 


58 SER 0 


-10 .00 


-25.81 


65.94 


21 .21 


59 GLU N 


-11,83 


-26.87 


66.74 


21.74 


59 GLU CA 


• -12 .04 


-27.68 


65.53 


20.63 


59 GLU CB 


-12:88 


-28.94 


65,82 


20.59 


59 GLU CG 


-12,48 


-29.76 


67.06 


21.89 


59 GLU CD 


-13.08 


-29.21 


68.37 


21.83 


59 GLU OE1 


-14.32 


-29.11 


68.47 


25.51 


59 GLU OE2 


-12.31 


-28.90 


69.30 


26.68 


59 GLU C 


-12.69 


-26.87 


64.41 


19.86 


59 GLU O 


-12 .56 


-27.21 


63.23 


21.27 


60 ASN N 


-13.43 


-25.83 


64.7? 


16.86 


60 ASN CA 


-14.11 


-24.97 


63.83 


10. 64 
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-15.49 


-24.61 


64.33 
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-16.43 


-25.78 


64.27 


6.50 


60 ASN OD1 


-17.46 


-25.83 


64.96 


3.71 


6 0 ASN ND2 


-16.09 


-26^ 75 


63 . 42 


3.21 


6 0 ASN C 


-13.27 


-23.76 


63.49 


13.09 


60 ASN O 


-12.25 


-23.51 


64.13 


14.35 ; 
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68 MET N 


-21.75 


-27.98 


63.19 


: 14.10 


68 MET CA 


-22:51 


-28.01 


64.44 


' 11; 02 


68 MET CB 


-24.02 


-28 v04 


64;i8 


7.28 


68 MET GG 


-24.57 


-26.75 


63^53 


; 12.57 


68 MET SD 


-24.82 


-26.81 


61.72 




68 MET CE 


-23.29 


-26.23 


: 61 .15 
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68 MET C 


-22.07 


:. : -29.15 


65; 34 


10 .25 


6 8 MET O 


-21 .98 


-28.98 


66.55 


9.78 


69 THR N 


-21.74 


-30.30 


64.76 
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69 THR CA 


-21.31 


-31.45 


65.54 


9.38 


69 THR CB 
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\f ; .'7r,3:9^ 


69 THR OG1 
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63V5S 
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15.86 


70 ASN N 
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7.38 
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-16.43 


-30.17 


64.49 
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-19.72 
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12.87 
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16.01 
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18.32 
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-29.14 


69.25 


15.89 
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-29.90 
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72 PHE CG 
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72 PHE GDI 
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13.23 
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67,78 


13.69 
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-26.36 
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8.27 
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-20.01 
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19.40 
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105 ALA CA 


-26.27 


: ^25 ;69 
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-25 ;72 


\:;79^22 


; 105 ALA C 


-25.05 
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-38 . 88 
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71.82 
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72.22 
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-35.85 


70.58 


110 TYR CA 


-25.27 


-35.46 


69.57 


110 TYR CB 


-24.72 


-34.38 


68.64 


110 TYR CG 


-23.48 


-34.81 


67.90 


110 TYR CD1 


-22.21 


-34.48 


68,37 


110 TYR CE1 


-21,06 


-34.95 


67.75 


110 TYR CD2 


-23,56 


-35 . 61 


66.78 


110 TYR CE2 


-22.41 


-36.08 


66.14 
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-30.52 
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-28.49 
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55.91 


17.93 


115 GLU CA 


-28.45 


-37.90 


54.87 


18 .15 


115 GLU GB 


-27.12 
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TABLE VH 

121 LEU CA -35.84 -35.19 59.98 14.37 

121 LEU CB -35.35 -34.28 58.86 11.45 

121 LEU CG -35.11 -32.82 59.20 13.53 

121 LEU CD1 -34.22 -32.69 60.44 17.91 

121 LEU CD2 -34.49 -32.13 57.98 13.43 

121 LEU C -37.17 -34.71 60.57 14 . 14 

121 LEU O -37.19 -34.08 61.63 17.50 

122 LYS N -3 8 ;28 -35.01 59.90 14 . 51 
122 LYS CA -39.61 -34.63 60.36 14.97 
122 LYS CB -40. 67 -34.97 59.32 15.25 
122 LYS CG -42.09 -34.67 59.75 15.73 
122 LYS CD -43.09 -35 .54 59.00 15.63 
122 LYS CE -44.48 -35.36 59.56 22.12 
122 LYS NZ -45.45 -36.35 59 . 02 25.27 
122 LYS C -39.93 -35.32 61.69 17.92 

122 LYS O -40.58 -34.74 62.58 15.41 

123 ARG N -39.51 -36.57 61.80 20.19 
123 ARG CA -39.71 -37.36 63.00 24.53 
123 ARG CB -39.36 -38.82 62.76 26.04 
123 ARG CG -40.37 -39.57 61.92 29.94 
123 ARG CD -39.79 -40.87 61.39 33.27 

::\ 123^ARG NE -38.98 -41.56 62.39 38.93 

123 ARG CZ -37.67 -41.79 62.26 38.64 

123 ARG NH1 -37.03 -41;37 61.18 39.92 

123 ARG NH2 -37.00 -42.45 63.20 34.71 

123 ARG C -38.89 ^-36.77 64.14 25.64 

123 ARG O -39.33 -36.76 65.30 25.72 

124 ALA N -37,70 -36.26 63.80 23.74 
124 ALA CA -36.80 -35.64 64.77 25.05 
124 ALA CB -35.49 -35.23 64.09 22.46 

; ;124; ALA C -37 ;48 -34.41 65.37 24.90 

124 ALA O -37.50 -34.23 66.59 25.58 

125 VAL: N : -38 ,02 -33 .57 64 .50 25.44 
125 VALGA -38.69 -32.35 64.92 24.60 
125 VAL CB : -39.08 -31.46 63.72 20.30 
125 VAL CGI -39.85 -30.23 64.19 13.27 
125 VAL CG2 -37.80 -31.05 62.95 19.58 
125 VAL C -39.93 -32.66 65.73 24.17 

125 VAL O -40.19 -32.01 66.73 26.08 

126 ALA N -40.69 -33.66 65.32 25.26 
126 ALA CA -41.90 -34.00 66.05 26.85 
126 ALA CB -42.65 -35.08 65.34 27.49 



TABLE VH 



126 ALA G 

126 ALA O 

127 ARG N 
127 ARG CA 
127 ARG CB 
127 ARG CG 
127 ARG CD 
127 ARG NE 
127 ARG CZ 
127 ARG NH1 
127 ARG NH2 
127 ARG C 

127 ARG O 

128 VAL N 
128: VAL ; CA 
128 VAL; CB 
il28 VAL CGI 
128 VAL CG2 

128 VAL C 
.128 VAL O 

129 GLY N 
1297 GLY CA 
129 GLY C 

129 GLY 0 

130 PRO N 
130 PRO CD 
130 PRO CA 
130 PRO CB 
130 PRO CG 
130 PRO C 

130 PRO O 

131 VAL N 
131 VAL CA 
131 VAL CB 
131 VAL CGI 
131 VAL CG2 
131 VAL C 

131 VAL O 

132 SER.N 
132 SER CA 
132 SER CB 
132 SER OG 



-41.59 -34.41 

-42.22 -33.91 

-40.60 -35.30 

-40.20 -35.80 

-39.52 -37.17 

-40.36 -38.31 

-41.39 -38.82 

-42.01 -40.06 

-43 . 14 -40.57 

-43.62 -41,70 

-43.80 -39.97 

-39.30 -34.88 

-39,61 -34.54 

-38; 13 -34.58 

-37.14 -33.75 

-35.74 -33.96 

-34.73 -33.00 

-35.27 -35.40 

-37.51 -32.28 

-38.00 -31.75 

-37.26 -31.63 

-37.56 -30.22 

-36.62 -29.60 

-36.22 -30.27 

-36.25 -28.33 

-36.68 -27.44 

-35.35 -27.64 

-35.03 -26.36 

-36.33 -26.07 

-34.10 -28.47 

-33.43 -28.92 

-33.81 -28.71 

-32.66 -29.47 

-33.09 -30.69 

-31.88 -31.39 

-33.88 -31.63 

-31.80 -28.60 

-32.33 -27.86 

-30.49 -28.71 

-29.59 -27.93 

-28.23 -27.81 

-28.37 -27.45 



67.50 28.51 
68.43 29.45 
67.68 27.15 
69.01 26.50 

68.92 25.80 
68.39 29.17 
69.38 30 .20 

68.90 31.67 
69.38 31.87 
68.87 32.34 
70.36 33.34 
69.83 26.63 

70.98 29.49 
69.27 24 .07 

69.93 20.27 
69.29 17 , 18 
69.87 16. 62 

69.51 16.17 
69.92 19.91 

70.91 21.31 
68.79 21.40 
68 . 67 18.08 
67.67 17.76 
66.71 14.46 
67.86 18 .11 
68.96 20.59 

66 . 94 17.36 
67.70 17.67 
68.41 19.12 
66.69 18.18 
67.63 21.49 

65.41 14.71 

64.99 10.15 
64.16 13 . 09 
63.55 14.17 
65.02 19.95 
64.10 10.57 
63.27 13.19 
64.25 7.45 

63.42 7.72 
64.07 9.68 
65.44 20.96 
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TABLE VO 

132 SER C ', -29.48 -28.55 62.02 6.88 

132 SER O -29.18 -29.74 61.86 4.58 

133 VAL N -29.75 -27.75 61.00 7.92 
133 VAL CA -29.68 -28.20 59.62 6,47 

. 133 VAL CB -31.09 -28.35 59.00 6.27 

133 VAL CGI -31.92-29.35 59.80 5.31 

- 133 VAL CG2 -31.80 -27.00 . ■• 58.93 ' 2.32 

133 val c -28.88 -27.20 '. 58.78 : ; - 6.11 I 

133 val o -28.93 -25.99 59.01 % ^v^-'' 

134 ALA N -28.09 -27.71 57.85 8.55 
134 ALA CA -27.29 ^26v90 56.94 10.56 
134 ALA CB v -25.90 -27.49 ' 56.80 10.48 
134 ALA C -28.01 ' -26.89 . 55.59 : ■ llv28 . 

134 ALA O -28.61 -27.91 55.19 10.70 

135 ILE N -28.00 -25.75 54.91 5.87 
135 ILE CA . .; --28.65 -25.64 53.61 ' '.. 9.02; 
135 ILE CB -30 .05 -25 .04 ' 53 .75 : 9.82 
135 ILE CG2 -30.96 -25.98 54 . 52 8.18 
135 ILE CGI -29.97 -23.67 54.42 7.95 
135: ILE CD1 -31.24 -22.87 54.30 5.36 
135 ILE C -27.84 -24.75 52.67 10.58 

135 ILE O -26.82 -24.17 53 . 08 11.83 
: : 136 ASP N -28.27 -24.67 51.41 14.26 

136 ASP CA -27 . 64 -23 .83 50.39 12.77 
136 ASP CB -27.59 -24.54 49.03 11,56 
136 ASP CG -27.29 -23.58 47.87 11.70 
136 ASP GDI -27.82 -23.80 46.77 16.82 
136 ASP OD2 -26.54 -22.61 48.06 6.89 
136 ASP C -28.44 -22.53 50.29 11.76 

136 ASP O -29,51 -22.50 49.69 12.86 

137 ALA N -27.90 -21.45 50.83 12.10 
137 ALA CA -28.63 -20.19 50.80 14.12 
137 ALA CB -28.77 -19 . 64 52.22 16.96 
137 ALA C -28.02 -19.14 49.87 15.39 

137 ALA O -28.27 -17.94 50 . 04 11. 83 

138 SER N -27.20 -19.57 48.91 16.46 
138 SER CA -26.56 -18.66 47.96 16.14 
138 SER CB -25.45 -19.36 47.17 13.20 
138 SER OG -25.91 -20.60 46.65 11.80 
138 SER C -27.54 -17.97 47.02 17.22 

138 SER O -27.42 -16.77 46.74 16.85 

139 LEU N -28.50 -18.75 46.53 11.84 
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• TABLE VII , ' 

: 139 LEU C A -29.51 -18.24 45.62 10; 88 

139 LEU^CB -30.62 -19.27 45.41 10.28 

139 LEU CG -30.39 -20.25 44.25 7.79 

139 LEU GDI -28.98 -20.81 44.28 16.09 

139 LEU CD2 -31.39 -21.35 44.31 6.66 

139 LEU C -30.07 -16.90 46.07 10.95 

139 LEU O -30.56 -16.77 47.18 10.84 

140 TOR N -29.98 -15.89 45.20 12;65 
140 TOR CA -30; 48 -14 . 56 45.55 10 .04 
140 TRTR CB ' -30. 04 -13 .47 44,54 8 ."74 
140 TOR QGi -30.71 -13.68 43.29 16.41 
140 TOR GG2 -28 . 52 -13.50 44.33 5-J90 
140 TOR C -31.98 -14.51 45.76 7.53 

140 TOR O -32.51 -13.48 46.16 7.86 

141 SER N -32.69 -15.60 45.48 7.62 
.'. 141 SER CA -34.13 -15; 60 45.71 10.59 

141 SER CB --34.81 -16.69 44 .90 7 .78 

141 SER OG -34.14 -17.92 45.09 10.19 

141 SER C -34.32 -15.81 47.21 14.46 

141 SER O -35.31 -15.38 47; 80 15.07 

142 PHE N -33.33 -16.47 47.81 16.29 
142 PHE CA -33.32 -16.75 49.24 18.29 
142 PHE CB -32.26 -17.80 49.57 19.91 
142 PHE CG -32.23 -18.22 51.01 19.34 
142 PHE CD1 -32.83 -19.42 51.40 19.10 
142 PHE CD2 -31.58 -17,44 51.96 17.86 
142 PHE CEl -32.77 -19.84 52.72 18 .29 
142 PHE CE2 -31.52 -17,86 53.29 16 . 09 
142 PHE CZ -32.12 -19.06 53 .67 17 . 03 
142 PHE C -33,04 -15.46 49 . 98 18.87 

142 PHE O -33.70 -15.13 50.96 20.82 

143 GLN N -32.06 -14.71 49.48 17.89 
143 GLN CA -31,69 -13.46 50.11 17.94 
143 GLN CB -30.35 -12.98 49.56 20.86 
143 GLN CG -29.29 -14.07 49.66 27.97 
143 GLN CD -27.96 -13.66 49.06 35.25 
143 GLN OE1 -27.88 -12.65 48.36 42.66 
143 GLN NE2 -26.91 -14.44 49.35 32.14 
143 GLN C -32.77 -12.40 49.97 16.38 

143 GLN O -32.78 -11.43 50.72 21.06 

144 PHE N -33.71 -12.62 49.07 16.70 
144 PHE CA -34.81 -11.68 48.86 16.93 



WO 97/16177 

144 PHE CB 
144 PHE CG 
144 PHE CDl 
144 PHE CD2 
14 4 PHE GEl 
144 PHE GE2 
144 PHE CZ 
144 PHE C 

144 PHE O 

145 TYR N 
145 TYR CA 
145 TYR CB 
145 TYR CG 
145 TYR GDI 
145 TYR CEl 
145 TYR CD2 
145 TYR CE2 
145 TYR CZ 
145 TYR OH 
145 TYR C 

145 TYR O 

146 SER N 
146 SER CA 
146 SER CB 
146 SER OG 
146 SER C 

146 SER O 

147 LYS N 
147 LYS CA 
147 LYS CB 
147 LYS CG 
147 LYS CD 
147 LYS CE 
147 LYS NZ 

147 LYS C 
147- LYS O 

148 GLY N 
148 GLY CA 
148 GLY C 

148 GLY O 

149 VAL N 
149 VAL CA 





TABLE VH 




-34 . 83 


-11.16 


47.42 


; -'- : 14^35 


■''••t13v-<53 ; 


-10.34 


47.06 




-33.23 


-9.28 


47.87 


7. 40 


/.-i : 2v:87 


-10.63 


45 .94 


11.47 




-8.54 


47.58 




.-;3i. :V 73- 


-9.89 


45.63 


11.16 


-31.34 


-8 i 85 


: 46.45 


s;oi 


^36.15 


-12.29 


49.26 


19.07 


-37.21 


-11.75 


48.94 


;';;:'23}.-:fit2;.;. 


-36 .10 


-13 . 42 


49.95 


/--.2i;^54::- 


-37.31 


-14.10 


50.39 


20.66 


-36.98 


-15.. 43 


51.09 


19.50 


>38.13 


-16.04 


51.85 


20.41 


-38*96 


-16 . 98 


' 51.25 ' 


:-22b3i" 


-40.05 


-17.51 


51.93 


23.37 


-38.43 


-15 . 64 


53 .15 


19.98 ' 


-39.52 


-16.16 


53 . 84 


20i51 


-40.33 


-17.09 


53; 22 


22>20 


-41.42 


-17.60 


53.89 


.: 24.45 


-38.13 


-13.18 


51.31 


19.31 


-37v57 


-12.41 


52.09 


16:29 , 


-39.44 


-13.29 


51.23 


19.16 


-40.31 


-12.46 


52:05 


18.38 


-40.69 


-11.17 


51-33 


21.74 


-41.24 


-11.45 


50,05 


25 .62 


-41.55 


-13,21 


52.52 


17 .33 ■: 


=-41.87 


-13.19 


53.70 


17.00 


-42.21 


-13.90 


51.60 


15.30 


-43.42 


-14.63 


51.94 


16.47 


-44.65 


-13.72 


51.85 


21.13 


-45. 98 


^14.43 


52.13 


26.90 


-47 .15 


-13.75 


51.41 


31.88 


-48.38 


-14.69 


51.35 


38.13 


-49 . 45 


-14.23 


50.41 


36.35 


-43.61 


-15.88 


51.09 


16.19 


-43.21 


-15.91 


49.92 


18.85 


-44.20 


-16.91 


51.69 


14.07 


-44.47 


-18.14 


50.98 


13.24 


-43.46 


-19.26 


51 . 17 


12 . 23 


-42.39 


-19.05 


51.74 


11.43 


-43.82 


-20.45 


50.71 


9.32 




-21.61 


50.81 


8.20 
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149 VAL GB 
149 VAL CGI 
149 VAL CG2 
149 VAL C 

149 VAL O 

150 yi^^^:/: 
15 0 GB 
150 CG 
150 ^TYR CD1 
150 TTO GEl 
150 TYR GD2 
150 TYIt CE2 
150 TYR 

150 TYR GH 
150 TYR C 

150 TYR 0 

151 TYR N 
151 TYR GA 
151 TYR QB 
151 TYR CG 
151 TYR CDl 
151 TYR CE1 
151 TYR GD2 
151 TYR GE2 
151 TYR CZ 
151 TYR OH 
151 TYR C 

151 TYR O 

152 ASP- N 
152 ASP GA 
152 ASP GB 
152 ASP CG 
152 ASP DDI 
152 ASP OD2 
152 ASP C 

152 ASP O 

153 GLU N 
153 GLU GA 
153 GLU GB 
153 GLU CG 
153 GLU CD 



-43 ;70: 
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... .»0 • OO 


1ft 77 


-39.27 


■ .;a& * • J V 


Aft 46 

**0 . SkO 


i a nn 
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-23 .46 


4ft 96 

. vO > JO 


16 -67 
X.D . Oj 


-38 79 




A7 7 A 


XD • OO 


-38 4fl 


- -23 75 " 


A 6 77 


17 AK 


-39 .74 


-24 04 

XM • 


A 6 01 


A X . 34 


^39 53 




A 5 17 


77 Q7 


-38.93 


-26 42 


A 5 6A 


7ft 17 


-38.74 


-27 54 


44 S3 


79 

•2a7 • 


-39.94 


•. -25 : y2 ; 5:' •; 


43 go 


76 7 ft 


-39.76 


-26.3(5 


42 99 


7 <J 5 Q 


-39.16 


-27 .50 


43 51 


77 A A 


-38.99 


-28. 60 


42 70 

T» a& a • V 


77 61 
J / O X 


-37.85 


-22 60 

.— i a£» :.. w V/ : 


45 15 


1 Q. 07 


-38.32 


-21 56 


A A 6ft 


16 7 

X O .: / D 


-36.76 


-23 17 


A A 6ft 


1 Q : *7 Q 


-36.05 


-22 6 4 




-SX a Oj 


-35.07 


-21 53 
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-34.48 


-20 80 


42 70 
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-34 58 


-19 56 


A 9 67 


70 OA 


-33 90 


-21 46 


A1 ft 7 
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77 • 
. OX 


-35 33 


-23 ft 5 


A7 Q6 
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-34.67 


^24.57 


43.72 


28.85 


-35. 50 


-24 .09 


41.66 


26.65 


-34.86 


^25.25 


41. 03 


26.63 


-35.52 


-25.57 


39.69 


30.19 


-36.09 


-24.38 


38.92 


34. 99 


-35 . 04 


-23.61 


38.15 


37.99 
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TABLE Vn 

-^2.38 38.34 40.14 

-24.24 ;:37. 34 40.23 

^25^20 40.91 24.39 

-26. 22 40.70 23. 54 

-24 . 02 41.11 23 ; 15 

-23.83 41.04 25.05 

-22,35 40.85 24.11 

-21; 71 39.91 26.07 

-24.38 42.26 25.62 

-24.78 42.15 26.42 

-24.33 43.43 24.27 

-24.77 44.71 19.73 

-26.08 44.59 17.05 

-27 .08 44.16 14. 86 

-24. 87 45.79 20 . 11 

-24.12 47.40 19.94 

-26.07 44.99 19.11 

-27.26 44.92 21.62 

-26.87 44.41 19.84 

-28.06 44.20 20.15 

-29.20 44.44 15.60 

-27. 80 43 .77 19 . 95 

-28.05 46.24 22.71 

-27.58 47.21 23.56 

-29.28 46.23 22.09 

-30.17 47.40 16.83 

-31.49 47.06 14.81 

-31.26 46.66 19.44 

-30.49 48.02 17.43 

-31.10 49.10 16.02 

-30.19 47,30 17.73 

-30.46 47.80 20.40 

-31.42 46.88 24.69 

-32.82 46.89 27.15 

-33.19 45.88 26.00 

-33.55 47.90 26.52 

-29.19 48.00 20.27 

-29.22 48.16 20.24 

-28.07 47.97 17.11 

-26.81 48.19 16.88 

-25.79 47.10 18.24 

-24.66 47.10 21.17 



153 -iC^/f&El;-; 


-34.95 




-34. 31 




-33.34 
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-31,27 


15 6 i^N N 
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15 6 ASN ND2 


-24 .23 
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-27.67 


15 6 ASN 0 


^27; 08 


157 SER N 


i-28 -20 


157 SER GA 


-28.22 


157 SER GB 


-28.93 


157 S ER OG 


-30 .26 


157 SER G 


-26 .86 


157 SER 0 


-26.78 


15 8 ASP N 


-25.79 


158 ASP CA 


-24 .46 


158 ASP CB 


-23.70 


158 ASP GG 


-24.27 


158 ASP OD1 


-24 .93 


158 ASP OD2 


-24.08 


158 ASP C ; ■• 


-23.68 


158 ASP 0 


-22.46 


159 ASN N 


-24.39 


159 ASN CA 


-23.72 


15 9 ASN CB 


-24.01 


159 ASN GG 


-23.00 
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15 9 ASN 0D1 
15? ASN N$2 
15 9 ASN G 

15 9 ASN O 

16 0 LfiU N 
160 LEU CA 
160 LEU CB 
160 LOT GG 
160 LEU CD1 
160 LED CD2 
160 LEU G 

160 LEU O 

161 n 
161 ASN CA 
161 ASN CB 

-;i«i;^AS»^^ : : 
161 ASN OD1 
161 ASN ND2 
161 ASN C 

161 ASN O 

162 HIS N 
162 HIS CA 
162 HIS CB 
162 HIS GG 
162 HIS CD2 
162 HIS^ N^^ 
162 HIS CE1 
162 HIS NE2 
162 HIS C 

162 HIS O 

163 ALA N 
163 ALA CA 
163 ALA CB 
163 AJJV C ; 

163 ALA Q 

164 VAL N 
164 VAL CA 
164 VAL CB 
164 VAL CGI 
164 VAL CG2 
164 VAL C 
164 VAL O 
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TABLE VD 



\ .-21+33" 


-24.86 


47.42 


16.98 


-23 . 46 


-23 .46 


46. 75 


22.38 


. -24> 12 


-26 .28 


49 .55 


17 .56 


-24 .64 


-25.17 


49.67 


19.13 


J.S J: 


-27 .12 


50; 57 


12 . 99 


" ■«S > ii''.- :> >S. 
: .7.2 4 ; 23 : 


-26.73 


51.94 


8^ 24 


-24 .00 


-27 .89 


52.89 


4.68 


-25 . 09 


-28C95 


53.11 


5.66 




^29.16 


51.89 


3.96 


•;-24y : 43:: : : 


-3 Q. 2 4 


53.54 


6.24 


-23 .28 


-25v58 


52 . 23 


8.29 


-22 .07 


-25.75 


52.11 


8v75 


-23. 83 


-24; 41 


52. 54 


9 . 33 


-23.02 


^23.23 


52.83 


10.51: 


r22 .74 


>22 .43 


51.56 


14 .18 


^24 vpl t . 


;..-i2 : 2 : :i:6l.;. 


50.85 


10.89 


•-24 .80 . 


-21.22 


51.35 


14.49 


^24.21 •• 


-22 .56 


49.67 


16.31 


Y-23..: ; 5 : 6 ;: ; : . 


-22 .29 


53.92 


12. 43 


-23.02 


-21.20 


54 . 14 


13 .86 


;-24 : ;.;;62; 


-22.69 


54 . 60 


11.27 


r25l . 19> 


-21.85 


55.64 


10.37 


.-25>:i3'f' 


-20 .82 


55.00 


5.69 


-26; 80 


--19.89 


55.96 


6.06 


; : ; ^2 : 8 : :;:1;# ; : 


rl9i79 


56.33 


6.15 


;--r2;(5> : 14- : . .; 


-18$ 85 


56.61 


11.02 


-•27:;01: 


-18. 16 


57.33 


5.27 


-28.20 


-18.71 


57.17 


6 .68 


-25. 92 


-22 .76 


56.61 


11 . 99 


-26 .68 


-23 .63 


56.20 


15.71 


t25. 59 


-22 .65 


57.89 


14.09 


^2 ©.22 


-23 .48 


58.91 


10.89 


-.25 .26 


^23 .79 


60.01 


12.33 


-27; 38 


-22 .67 


59.43 


8.08 


-27 . 24 ; '- 


-51.48 


59.69 


7 . 93 


-28.52 


-23 .33 


59;61 


8.61 


-29.73 


-22.67 


60.06 


9.19 


-30.58 


-22.36 


58.82 


13.42 


-31.55 


-23 .51 


58.50 


8.48 


-31.22 


-21.00 


58.93 


12.71 


-30.45 


-23,60 


61.06 


9.?4 


-29.95 


-24.69 


61.35 


11.85 
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TABLE VD 



165 LEU N 

165: LEU GB 

• : i;^eS:':LEuiCDl' 
165 LEU CD2 
165 LEU C 

165 LEU O 

166 ALA N 
166 :vJUA, : :eA ; 

166 ALA C 

166 ALA O 

167 Vi^L N 

167 VAL CG2 
167 VAL C 

167 VAL 0 
^68 GLY; N 

168 GLY CA 
i68 GLY G 

168 GLY O 

169 TYR N 
;;"16:9 : : .TYR"' £A 

169 TYR GB 
169 TYR CG 
169 TYR GDI 
169 TYR CE1 
169 TYR CD2 
169 TYR GE2 
169 TYR CZ 
169 TYR OH 
169 TYR C 

169 TYR O 
17 0 GLY N 

170 GLY CA 
170 GLY C 

170 GLY O 

171 ILE N 
171 ILE CA 



-31.59 


-23.20 


61.61 


-32.29 


-24.07 


62.58 


-32.27 


-23V43 


63.97 


--32.85 


-24.20 
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-25.14 
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-33.27 
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-39.47 
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-40.44 


-25.13 
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-26;.47 


63 .16 
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-26v97 


62 . 85 


-41.09 


-27,55 


61.46 


-40.11 


-27,88 


60.80 


-42.34 


-27,71 


61.06 


-42.70 


-28.24 • 


59.76 


-42.20 


-2$.$7 


59.56 


-42.79 


-30.71 


60.51 


-44.13 


-31.06 


60.43 


-44,67 


•-32.02 


61.26 


-42.00 


-31.35 


61.45 


-42.54 


-32.31 


62 . 30 
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-32.64 


62.19 


-44.45 


-33.58 


63 . 00 


-44.21 


-28.15 


59.68 


-44.88 
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• w w • / 


-44.77 


-28.10 


58.47 
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58.36 


-46,70 
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56.94 


-46.13 


-28.72 


56. 09 


-47.70 


-27.21 


56.66 


-48.28 


-27.14 


55.33 



5.74 
6.61 
3.31 
2 .00 
3.91 
3.66 
8.12 
12.38 
6.76 
6.92 
5.38 
9.15 
12 .12 
10.50 
10,11 
9.38 
2.39 
7.39 
10 . 07 
12. 94 
9 .76 
7.51 
8.86 
7.84 
10.03 
12.55 
12.27 
12.03 
9.03 
9.87 
11 .40 
8.77 
6.67 
8.74 
15.32 
19.66 
15.75 
13.53 
14.99 
14.31 
17.47 
23.06 
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171 ILE GB 
171 ILE CG2 
171 ILE CGI 
171 ILE GDI 
171 ILE C 

171 ILE P 

172 GLN N 
172 GLN GA 
172 GLN CB 
172 GLN CG 
172 GLN CD 
172 GLN 0E1 
172 GLN NE2 
172 GLN G 

172 GLN O 

173 LYS N 
173 LYS CA 
173 LYS CB 
173 LYS CG 
173 LYS CD 
173 LYS CE 
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173 LYS O 
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174 GLY CA 
174 GLY C 

174 GLY O 
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179 ILE 0 
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180 ILE CG2 
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180 ILE C 
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-42.08 
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-33 . 68 
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r-39.63 
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-41.26 
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200 LYS CD 


-41.97 


-30 .04 
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9.80 
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-29.09 
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TABLE VII 

201 ASN CA -36.76 -33,99 46-79 10,44 

201 ASN CB -36.58 -34.11 45,28 12.24 

201 ASN CG -37.80 -34.72 44.61 16.00 

201 ASN OD1 -38.18 -35.86 44.91* 12.64 

201 ASN ND2 -38.47 -33 .93 43,78 14.00 

201 ASN C -35.55 -33.38 47.47 10.11 

201 ASN O -34.60 -32,95 46.82 11.93 

202 ASN N -35.59 -33.36 48.80 11.90 
202 ASN CA -34.50 -32.83 49.61 9.85 

: 202 ASN CB -33.31-33.79 49; 55 13.31 

202 ASN CG -32:38 -33.63 50.72 13.23 

!; 202 ASN GDI -32.82 -33.40 51,84 16.24 

202 ASN ND2 -31.09 -33,81 50.47 7.73 
; ■ 202 ASN C -34.09 -31.43 49.19 10.35 
, 202 ASN O -32.90 -31,12 49,17 13.84 

203 ALA N -35,05 -30.59 48.88 15.00 
203 ALA H -35.55 -31.01 49.01 15.00 
203 ALA CA -34.83 -29.22 48.41 15.00 
203 ALA CB -35.54 -28.63 48.10 15.00 
203 ALA C -33.66 -28.58 49.16 15.00 

203 ALA O -33.48 -28.72 50.36 18-81 
: 204 CYS N -32.82 -27.85 48.40 16.60 

204 CYS CA -31,68 -27.12 48,94 13.11 
204 CYS C -30.69 -27.92 49.78 13.70 
204 CYS 0 -29.77 -27.35 50.36 13.59 

204 CYS CB -32.14 -25.88 49,70 11.09 
;; 204 CYS SG -32.81 -24.55 48.65 21.00 

205 GLY N -30.86 -29.23 49.82 15.46 
205 GLY CA -29.96 -30.07 50.60 17.31 
205 GLY C -30.16 -29.87 52,09 18.03 

205 GLY O -29.21 -29.94 52.87 16.28 

206 ILE N -31.42 -29.72 52.49 18.33 
206 ILE CA -31.76 -29,48 53.88 18.94 
206 ILE CB -33.23 -28.93 54.04 19.06 
206 ILE CG2 -34.22 -29.85 53.34 18.93 
206 ILE CGI -33.59 -28.78 55.52 14.65 
206 ILE CD1 -34.76 -27.88 55.75 16.36 
206 ILE C -31.52 -30.66 54.82 21.37 

206 ILE O -31.03 -30.47 55.94 21.08 

207 ALA N -31.79 -31.88 54.34 20.23 
207 ALA CA -31.63 -33.08 55.16 19.58 
207 ALA CB -32.79 -34.05 54.92 20.40 
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207 ALA O 

208 ASN N 
208. ASN GA 
208 ASN CB 
208 ASN CG 
208 ASN OD1 
208 ASN ND2 
208 ASN C 

208 ASN O 

209 LED N 
209 LED CA 
209 LED CB 
209 LED CG 
209 LED CD1 
209 LED CD2 
209 LED C 

209 LED O 

210 ALA N 
210 ALA H 
210 ALA CA 
210 ALA CB 
210 ALA C 

210 ALA O 

211 SER N 
211 SER CA 
211 SER CB 
211 SER OG 
211 SER C 

211 SER O 

212 THE N 
212 PHE CA 
212 PHE CB 
212 PHE CG 
212 PHE GDI 
212 PHE CD2 
212 PHE CE1 
212 PHE CE2 
212 PHE CZ 
212 PHE C 

212 PHE O 

213 PRO N 



-30.29 

-30.18 

-29.26 

-27.97 

-27.26 

-27.95 

-28.79 

-27.58 

-27.01 

-26.14 

-27.14 

-26.22 

-25.19 

-23.81 

-23.24 

-22.89 

-26.87 

-26.32 

-27 .99 

-28.41 

-28.76 

-30.25 

-28.31 

-28.07 

-28.32 

-27.97 

-26,47 

-25.80 

-28.50 

-28.51 

-28.97 

-29.47 

•30.95 

-31.27 

■31.61 

■31.23 

■31.91 

31.53 

31.87 

28.61 

27.91 

28.60 



-33.82 
-34.98 
-33.13 
-33 .79 
-33,40 
-33.93 
-34,83 
-33,36 
-33.56 
-34.39 
: -32 .44 
-32.16 
-31.10 
-31,03 
-32,42 
-30,23 
-31.77 
-30.96 
-32.44 
-32 .84 
-32.10 
-32 .37 
-32.97 
-34.16 
-32.32 
-33.00 
-33.22 
-32,01 
-32,25 
-31,01 
-32.99 
-32.38 
-32.69 
-34.12 
-34.70 
-34.91 
-36.03 
-36,24 
-36,81 
-32.83 
-33.85 
-32.05 



55.03 
55.38 
54 .55 
54,42 

;.• 53.11 

51.86 
51.91 
50.72 
55.59 
55.83 
56.30 
57.40 
56.96 
57 ,61 
: 57.81 
56.73 
58,73 
59.48 
59.08 
58.30 
60.27 
60.06 
61.45 
61.40 
62.66 
63.90 
64.03 
64.32 
65.11 
65.14 
66.09 
67.31 
67.51 
67.44 
66 i 24 
68.58 
66 - 17 
68.53 
67.32 
68.48 
68.41 
69.57 



17.00 
15; 14 
' 17: 17 ' 
• 16.44 
16:56 

/6:, ; 67\ 
12.22 
16^20 
19,88 

11.98 

12.42 
11.33 • 
6.60 
6^26 
6.70 
14,26 
15.18 
15.00 
15.00 
15.00 
15.00 
15.00 
11.82 
12.69 
11.35 
10.79 
5.14 
11.89 
11.91 
12.57 
11.64 
12.77 
11.84 
10.42 
14.45 
16.06 
15.41 
16.55 
12 .10 
12 .03 
12.99 
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TABLE VH 



PCT/USW17512 



213 PRO CD 


-29.24 


-30.73 


69.77 


;:10v69 


213 PRO CA 


-27.79 


-32.41 


■■ 70.74 


'"."12. '29 


213 PRO CB 


-27 .41 


-31 .05 


71. 29 


11 . 67 


213 PRO CG 


-28v70 


-30.29 


71.12 


14 62 


213 PRO C 


-iS. 56 


-33 .23 


71.75 


'. ' : '-i2:-17 


213 PRO 0 


-29.78 


-33 .11 


71. 88 


• 2 OO 


214 LYS N 


-27.82 


-34.09 


72,45 


"■. 14 V 45 


214 LYS GA 


-28 ,39 


-34; 94 


73 .50 


19;77 


214 LYS GB 


-27.80 


-36.34 


73.46 


20. 65 


214 LYS CG 


-28,06 


-37.08 




24.16 


214 LYS CD 


-27.54 


-38.52 


' ;' -72 : ;24 : ::.- 


29.93 


214 LYS CE 


-26 .02 


-38.57 


72.40 




214 LYS NZ 


-25 .49 


-39.97 


72 .44 




214 LYS C 


-28-15 


-34.26 


74.84 


21.45 


214 LYS 0 


-27.02 


-33 .92 


75.20 




215 MET N 


-29.23 


-34.05 


75;57: 


, *» t V J 


215 MET GA 


-29.16 


-33 .38 


76V85 


V- : '2i : 5 : :. : 3'8^: 


215 MET GB 


-30.04 


-32.13 


76 .79 


27 . 8i 


215 MET CG 


-29.77 


-31 .09 


77; 85 


26 .22 


215 MET SD 


-30.44 


-29. 54 


77 .29 


25.84 


215 MET CE 


-28.92 


-28.76 


76. 63 i 


;'';:23:;il7' 


215 MET C 


-29.56 


-34.30 


77.99 


• 25.33 


215 MET OT1 


-28.65 


-34 .77 


78.71 


21^66 


215 MET OT2 


-30. 77 


-34.58 


78.12 


23 .48 


216 HOH OH2 


-31.11 


-16.42 


65.02 


14 .43 


217 HOH OH2 


-29-30 


-20.25 


62.17 


18 . 73 


218 HOH OH2 


-10.67 


-12 .22 


63 .70 


43 .10 


219 HOH OH2 


-16.45 


-12.20 


72.96 


5; 87 


220 HOH OH2 


-35,12 


-23.55 


69.64 


9 . 44 


221 HOH OH2 


-24.01 


-30.97 


61.16 


4 .73 


222 HOH OH2 


-13 i 01 


-8.39 


61.94 


32 .49 


223 HOH OH2 


-14.66 


-21.66 


66.41 


2 .00 


224 HOH OH2 


-43.65 


-26.52 


48 .92 


29.00 


225 HOH OH2 


-45.60 


-35.43 


55.56 


13.84 


226 HOH OH2 


-40.92 


-17 .45 


68.90 


12.03 


227 HOH OH2 


-43 .72 


-25.26 




J o • o z> 


228 HOHOH2 


-24.12 


-5.83 


68.94 


43.50 


229 HOH OH2 


-30.71 


-18.60 


67.86 


32. 89 


230 HOH 0H2 


-35.05 


-26.71 


51.39 


30.11 


231 HOH OH2 


-36.74 


-24.80 


49.94 


8.69 


232 HOH OH2 


-46.77 


-33.25 


57.36 


12 . 67 


233 HOH OH2 


-28; 91 


-10.19 


75.44 


iS. 3 2 



Wd 97/16177 

234 HOH OH2 

235 HOH OH2 

236 HOH OH2 

237 HOH OH2 

238 HOH OH2 

239 HOH OH2 

240 HOH OH2 

241 HOH OH2 

242 HOH OH2 

243 HOH OH2 

244 HOH OH2 

245 HOH OH2 

246 HOH OH2 
• 247 HQH OH2 

248 HOH OH2 

249 HOH OH2 

250 HOH OH2 

251 HOH OH2 

252 HOH OH2 

253 HOH OH2 

254 HOH OH2 

255 HOH OH2 

256 HOH OH2 

257 HOH OH2 

258 HOH OH2 

259 HOH OH2 

260 HOH OH2 

261 HOH OH2 

262 HOH OH2 

263 HOH OH2 

264 HOH OH2 

265 HOH OH2 



PCT/US96/17512 



-36.31 


-14.76 


75.60 


16.14 


-16.18 
-16v52 


. .... t* . JX 

^8.98 


6 ft £0 

DO . OX 


O O ; Q O 

. 27: .92 


-10: 50 


-18.37 


75 n> 

ry > vx 

70 1 ft 

•/ y < 10 


Oft 6T 
OO 


r-9 ; 29 


-19 ^9 " 


70: on 
/O.xU 


OQ 

257,. op 


-45; 95 
-33-98 


'v. ^164-i5- " 


. TBX 


TO AO 

Jx.ft/: 

T9 74 


-36.55 


^29. 86 
-38 18 


JX * T*X 


'• 1 1 OO 


-41.73 






■ "1 Q ..-iO'i 

±0 . 70 


-41.21 


-19 79 


71 oh 


12 .JO 


^47.90 


-19.78 


72 76 

...... X • 


07 07 


^42.2G 


-14,92 


70 7ft ; 




-26 ;14 


-8.98 


67 09 


O7 


-32 81 

-' ,^X-» vJ X .- 


-7 ft?A. 






-19 95 


* * ^* 




J 2 .69 


-16 19 

XV • XJ: 


-1 0 67 




OA' 1 

30. 22 


-35.01 


-39; 74 


65^90 


10.75 


-13.63 


-24.17 


76.67 


16.76 


-8 21 


-2'5 6ft 




id 00 
XSr. 2 / 


-20.14 


-27 62 

X # . ux 


..CI CO: 




-25 .01 


yj a. X / . 


6fi O^ 


rje OC 

2D ... J3 


-13 . 56 


-29 77 


70 aq. 


T6 YY7 


-33 .43 
-20.84 


-40 03 
-23 81 


87 06 


• 0 e 00 
. . X D . x 0 

Oft Hfi 


-13 .50 


- x*j . ux 

-12 .46 


62 97 

vIX « J / 


xOvUp 
A r 7 c 


-28 .41 




^6 : 
DO , 3D 




-28.87 


-16.56 


42.17 


23>76 


-25.56 


-19.23 ■ 


. 42.44 ■ 


8,60 


-32v08 


-33.98 


47; 05 


v:47 : ,:i5: :: 


22.35 


-31.23 


43.22 


18.34 


-32. 62 


-28.89 


42.32 } 


:;.'-:42:.-83; 


-38 .09 


-30.05 




38,26 




•Residue Atom 



Z 



B 



1 ALA CB 



-46.30 
-48.64 
-49.53 
-48.10 
-47; 55 
-48. 69 



-38.07 
-37.16 
^37; 68 
-39; 41 
-38.03 
-35.88 



64.13 
64.46 

63.79 
65 .31 
65,08 

: 64 ; 81: 



15.00 
15.00 
15 . 00 
15.00 
15, 00 
15.00 



1 ALA C 



1 ALA 0 ' 

••. 1 ALA N ' 
; . i ALA CA ■. 
. 2 PRO N 



2 PRO CD 


-48.06 


-35.33 


66.02 


15 . 00 


2 PRO CA ' ■' 


-49, 67 


-34.93 


64.29 


15.00 


2 PRO CB 


-49.53 


-33.73 


65 . 24 


15.00 


2 PRO CG 


-48.13 


-33.85 


65.77 


15.00 


2 PRO C ■■ 


-49.42 


-34.53 : 


.' 62.86 


15.00 


2 PRO O 


-48.34 


-34.77 


:-l62;V:2 : r : 


15 . 00 


3 ASP N ". 


-50.40 


-::-.-33;i85"- 


62.30 


15.00 


3 ASP CA 


-50.29 


-33.37 :: 


60.93 


15.00 


3 ASP CB 


-51,65 


-33.42 


60.27 


15.00 


3 ASP CG 


-52.12 


-34.84 


60.00 


15.00 


3 ASP OD1 


-52.02 


-35.30 


58.84 


15.00 


3 ASP OD2 


-52.59 


-35.51 


60.95 


15.00 


3 ASP C 


-49.76 


-31.93 


61.01 


15.00 


3 AS P O 


-49.44 


-31; 32 


59^99 


15.00 


4 SER N 


-49 ; 58 


• -31,45 


;- ; 62:i24 : ^ 


15.00 


4 SER CA 


-49.13 


-30,09 


62 ; 51 


15.00 


4 SER CB 


-50.32 


-29.14 


62.52 


15.00 


4 SER 06 


-50.86 


-29.02 


61.20 


15.00 


4 SER C 


-48.39 


-29 .96 


63v84 


15.00 


4 SER O 


-48.74 


-30.63 


64.84 


15.00 


5 VAL N 


-47.34 


-29.15 


63,84 


15 . 00 


5 VAL CA 


-46.50 


-28.91 


64.99 


15,00 


5 VAL CB 


-45.35 


-29.97 


65.11 


15.00 


5 VAL CGI 


-44; 17 


-29.43 


65.89 


15.00 


5 VAL CG2 


-45,84 


-31.21 


65.74 


15.00 


5 VAL C 


-45.86 


-27 .57 


64.80 


15:. 00 


5 VAL O 


-45.37 


-27.25 


63.70 


15.00 
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TABLE VDi . : .' 



6 AS? N 


-45.84 


-26,80 


65.89 


15.00 




-45.22 


-25.50 


65.92 


is: oo 


6 ASP CB 


-46.16 


-24,37 


65.46 


15.00 


6 ASP GG 


-45.4:0 


-23.07 


65.15 


1!5;00 


e ^p obi 


^44/21 


-22.96 


65.51 


15.00 


6 ASP GD2 


-^45. 98 


-22.17 


64.51 


15. 00 


6 ASP C 


-44:81 


-25.27 


67.34 


15^00 


6 ASP O 


-45.65 


-24.96 


68.17 


15 00 


7 TYR N 


: -43.51 


-25.35 


67:61 




l^SYRCA .... 


-W.oo 


-25.14 


68.94 


15 V 00 


7 TYR CB 


-41 ,63 


-25.80 


69.13 


15 6b 




-41:68 


-27.30 


69.31 


15 . 00 


7 TTO GDI 


--41.55 


-27.88 


70.57 


15v00 


7 TYR GE1 


^41.60 


-29.29 


70 .74 


i5;00 


7 TYR GD2 


-41.86 


-28.14 


68.22 


iSwdo 




--41. 91 


-29:55 


68.38 


15.00 


7 1^ €Z : 


-41. 79 


-30,10 


69 64 


15 00 




-41- 91 


-31 .46 


(59.83 


15 On 


7 TYR G 


-42.85 


-23.70 


69 .30 


15 ob 


7 


-42.16 


-23 .39 


70.26 


15 .00 


8 ARG N 


-43 .40 


-22.80 


68. 50 


15 OO 


8 ARG iGA ; 


^43.31 


-21.39 


6ft fin 


i r (in 


8 CB 


-43 . 55 


-20.55 


67.56 


45^00 


8 ARG CG 


r42.37 


-20.55 


66 .60 


15.00 


8: AI^ ;GD 


.^4*.5T ' 


-19.68 


65.38 


15. do , 


8 ARG NE 


^43 .64 


-20.20 


64.53 


15,00, 


8 ARG CZ 


-43 w 88 


-19.78 


63.29 


15.00 


8 ARG NH1 


-43.09 


-18.84 


62 .77 


ISiOO 



8 ARG NH2 


-44.92 


-20.26 


62.60 


1S.:Q0 


8 ARG C 


' -44.37 


-21.14 


69.84 


15.00 


8 ARG O 


-44 .09 


-20.64 


70.93 


15.00 


9 LYS N 


-45.58 


-21.65 


69.54 


15.00 


9 LYS CA 


-46.73 


-21.55 


70.42 


15.00 


9 LYS CB 


-47.95 


-22.19 


69.75 


15.00 


9 LYS CG 


-48.42 


-21 . 37 


68.55 


15.00 


9 LYS CD 


-48 .71 


-22.24 


67.29 


15.00 


9 LYS CE 


-49.41 


-21.46 


66.17 


15.00 


9 LYS NZ 


-50.87 


-21.36 


66.45 


15.00 


9 LYS C 


-46.44 


-22.17 


71.79 


15.00 


9 LYS O 


-46.36 


-21,45 


72.77 


15.00 


10 LYS N 


-46.15 


-23.46 


71.83 


15 . 00 


10 LYS CA 


-45.85 


-24.13 


73.10 


15.00 


10 LYS CB 


-45.43 


-25.57 


72.86 


15.00 



TABLE Vm 



10 LYS CG 
10 LYS CD 
10 LYS CE 
10 LYS NZ 
10 LYS C 

10 LYS 0 

11 GLY N 
il GLY CA 
11 GLY C 

11 GLY 0 

12 TYR N 
12 TYR CA 
12 TYR CB 
12 TYR CG 
12 TYR GDI 

: :12 TYR CE1 
12 TYR CD2 
12 TYR CE2 
12 TYR CZ 
12 TYR OH 
12 TYR C 

12 TYR O 

13 VAL N 
13 VAL CA 
13 VAL CB 
13 VAL CGI 
13 VAL CG2 
13 VAL C 

13 VAL 0 

14 THR N 
14 THR CA 
14 THR CB 
14 THR OG1 
14 THR CG2 
14 THR C 

14 THR O 

15 PRO N 
15 PRO CD 
i5 PRO CA 
15 PRO CB 
15 PRO CG 
15 PRO C 
15 PRO O 



-46.52 

-46.05 

-46.89 

-48.31 

-44.81 

-44.74 

-43.95 

-42.94 

-41.53 

-40.78 

-41.13 

-39.76 

-39.78 

-40.42 

-41.76 

-42.34 

-39.66 

-40.21 

-41.55 

-42 . 10 

-38.82 

-37.64 

-39.37 

-38.56 

-39. 14 

-38.15 

-39.49 

-38.31 

-39.24 

-37.03 

-36.64 

-35.17 

-34.33 

-35.01 

-36.70 

-37.20 

-36.27 

-36.21 

-36.29 

-35.98 

-36.64 

-35.23 

-34.20 



-26.39 
-27.76 
■ -28.35 
-27.94 
-23.41 
-23 .62 
-22.63 
-21.90 
-22.43 
>22;24 
-23.07 
-23.60 
-24.98 
-26.09 
-26.06 
-27.10 
-27.18 
\^28;|21 
-28 .17 
-29.21 
-22.68 
-22.97 
-21.59 
-20,71 
-20.70 
-20.04 
-22.09 
-19.27 
-18.52 
-18.90 
-17.56 
-17.57 
-18.03 
-18.43 
-16.58 
-16.92 
-15.32 
-14.64 
-14.32 
-13 .04 
-13.24 
-14.60 
-15.21 



72 .25 

71.89 

70.81 

70.92 

73.94 

75.14 

73.30 

74.05 

74.01 

74.97 

72.91 

72.84 

72.15 

72.97 

73.35 

74.13 

73.39 

74.17 

74.53 

75.25 

72.08 

71,90 

71.56 

70.75 

69.33 

68.35 

68.92 

71.23 

71.45 

71.32 

71.76 

72.25 

71.18 

73 .50 

70.60 

69.53 

70.83 

72.14 

69,76 

70.49 

71.83 

68.72 

69.02 



15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 
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TABLE Vm 

16 VAL If -35.48 -14.05 67,52 15.00 

16 VAL CA -34.61 -14.19 66,36 15.00 



16 VAL CB -35.37 



IS .00 



16 VAL CGI -34.43 -13.61 63.92 15.00 

16 VAL CG2 -36.44 -14.72 64.78 15.00 

16 VAL C -33.40 -13.33 66.56 15.00 

16 VAL O -33.47 -12 .33 67 .23 15. 00 

17 LYS N -32.24 -13.78 66.10 15.00 
17 LYS CA -31.04 -12.97 66.26 15.00 
17 LYS CB -29.96 -13,71 67.06 15.00 
17 LYS CG -30.45 -14.44 68.35 15.00 
17 LYS CD -30.63 -13.52 69.54 15.00 
17 LYS CE -30.89 -14.30 70.82 15,00 
17 LYS NZ -32.14 -15.10 70 .83 15.00 
17 LYS C -30.46 -12.58 64.91 15,00 

17 LYS 6 731.06 -12.84 63.87 15,00 

18 ASN N -29.30 -11.94 64.94 15.00 
■ 18 ASN CA ■ " ; -28.58 -11.48 63.75 15.00 
18 ASN CB -28:58 -9.96 63.69 15.00 
18 ASN CG -29.93 -9.39 63.96 15.00 
18 ASN OD1 -30.89 -9.75 63.32 15.00 
18 ASN ND2 -30.02 -8.56 64.97 15.00 
18 ASN C -27.16 -11.93 63.99 15.00 

18 ASN: O -26.58 -11.59 65.03 15.00 

19 GLN N -26.59 -12.69 63.06 15.00 
19 GLN CA -25.22 -13.13 63.22 15.00 
19 GLN CB -24.96 -14 .41 62 .43 15.00 

: 19 GLN CG -25.34 -14.25 60.98 15.00 

19 GLN CD -25.10 -15.49 60.16 15.00 

19 GLN OE1 -26 . 04 -16.20 59.82 15.00 

19 GLN NE2 -23 . 86 -15.72 59.77 15.00 

19 GLN C -24.24 -12,02 62.83 15.00 

19 GLN O -23 .05 -12 . 15 63 . 08 15 . 00 

20 GLYN -24.72 -11.01 62.11 15.00 
20 GLY CA -23.86 -9.91 61.69 15.00 
20 GLY C -22 .83 -10.31 60 .65 15. 00 

20 GLY O -23.08 -11.26 59.94 15.00 

21 GLN N -21.69 -9.61 60.49 15.00 
21 GLN CA -20.72 -10.02 59.43 15.00 
21 GLN CB -20.01 -8.83 58.75 15.00 
21 GLN CG -20.87 -8.13 57,66 15.00 
21 GLN CD -21.56 -9 . 06 56 . 63 15.00 
21 GLN OE1 -20.99 -10.02 56.16 15.00 
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TABLE Vm 



21 GLN NE2 
21 GLN C 

21 GLN O 

22 CYS N 
22 CYS CA 
22 CYS C 
22 CYS O 



-22.84 
-19.72 
-18.50 
-20.32 
-■19.59 
-20.26 
-21.48 



-8.74 
-11.10 
-11.01 
-12 .22 
-13.37 
-14.68 
-14.80 



56.29 
59.87 
59.66 
60.26 
60.72 
60.30 
60.28 




22 CYS CB 


-19.48 


-13 .22 


62 .25 


15.00 


22 CYS SG 


-19.02 


-14.67 


63.24 


15-00 


23 GLY N 


-19; 45 


-15.65 


59.90 


15100 


23 GLY CA 


-20.01 


-16.93 


59.52 


15.00 


23 GLY C 


-20.27 


-17.81 


60.75 


15 . 00 


23 GLY 0 


-19.73 


-18.91 


60.83 


15 .00 


24 SER N ." 


■ -21.20 


-17.40 


61. 61 


15.00 


24 SER CA 


-21.49 


-18.12 


62 .84 


15. 00 


24 SER CB 


-21.32 


-17.21 


64.08 


15.00 


24 SER OG 


-22; 22 


-16.10 


64 07 


15.00 


24 SER C 


-22.89 


-18.73 


62 .86 


15.00 


24 SER O 


-23.44 


-19.03 


63 .90 


15.00 


25 CYS N 


-23.46 


-18.96 


61.69 


15.00 


25 CYS CA 


-24.78 


-19.55 


61.56 j 


15.00 


25 CYS CB 


-25.18 


-19.59 


60.07 


15.00 


25 CYS SG 


-24 . 19 


-20>73 


59.02 


15.00 


25 CYS C 


-24.80 


-20.92 


62.24 


. 15.60 


25 CYS O 


-25.77 


-21.25 


62.88 


15.00 


25 INH CI 


-14.75 


-27.52 


59.81 


15.00 


25 INH C2 


-15.58 


-26.77 


58.94 


15.00 


25 INH C3 


-15.24 


-25.44 


58.65 


15v00| 


25 INH C 4 


-14.06 


-24. 88 


59.25 


15 . 00 


25 INH C5 


-13.21 


-25 .64 


60.14 


15.00 


25 INH C6 


-13.57 


-26 .96 


60.42 


15.00 


25 INH C7 


-16.11 


-24.63 


57.72 


15.00 


25 INH 08 


-17.39 


-25.29 


57.48 


15.00 


25 INH C9 


-18.43 


-24.53 


57.00 




25 INH O10 


-18.33 


-23.63 


56.17 


15 ;bq| 


25 INH Nil 


-19.57 


-24.86 


57.54 


15 -oo; 



25 


INH C12 


-20.88 


-24.22 


57.23 


15.00 


25 


INH C13 


-21.31 


-23.29 


58.42 


15.00 


25 


INH N14 


-21.06 


-21.86 


58.16 


15 . 00 


25 


INH CIS 


-21.68 


-21.41 


56.87 


15.00 


25 


INH CI 6 


-21.59 


-21.00 


59.27 


15.00 


25 


INH C17 


-22.57 


-20.07 


58.55 


15.00 


25 


INH C18 


-22.15 


-19.99 


57 .10 


15.00 
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25 INH CI 9 

25 INH G20 

25 INH C21 

25 INH C22 

25 INH C24 
25 INH 025 
25 INH C2 6 
25 INH C27 
25 INH C28 
25 INH C29 
25 INH €30 
25 INH N31 
25 INH G32 
25 INH 633 

25 3SIH C35 

' ::;!-; ; 25 : -;:3^iG3:7, 
25 INH C38 
2 5 INH N3 9 
25 INH C40 
25 INH G41 

25 INH 042 

26 TOP N 
26 TOP CA 
26 TOP CB 
26 TOP CG 
26 TRP CD2 
26 TOP CE2 
26 TRP CE3 
26 TOP CDl 
26 TOP NE1 
26 TOP GZ2 
26 TOP CZ3 
26 TOP CH2 
26 TOP C 

26 TOP O 

27 ALA N 
27 ALA CA 
27 ALA CB 
57 ALA C 
27 ALA O 



TABLE 



-21.87 


-25.40 


-22.73 


-25.74 


-22.94 


-27.22 


-24.00 


-25.01 


-23.18 


; -19.45 


-23 . 12 


-18.15 


-22.20 


-17V42 


-24.25 


. -17 .59 


-24.00 


-18.05 


-25.22 


■ -18.05 


-25.14 


-19.24 


-25.25 


-16 .77 


-24.30 


-16.10 


-24.85 


-15.34 


-25.40 


-15. 84 


-24.72 


-13.96 


^24.74 


-i3:.12 


-25.68 


-11:91 


-25.21 


-10.60 


-26>09 


: -d.52 


-27.37 


-9.73 


-27.85 


-10.96 


-27.03 


-12.08 


-22.66 


-18.72 


-23.72 


-21.69 ' 


-23.64 


-23.01 


-22.30 


-23.65 


-21.18 


-22.75 


-20 .40 


-22.85 


-19.44 


-21.79 


•20.41 


-23.71 


-20.71 


-21-70 


-19.66 


-21.12 


-18.49 


-21.56 


-19.48 


•^23.49 . 


•18.52 


-22,41 


•23.72 


-22.83 


•23.97 


-23.79 


23.39 


-21.64 


23.50 


-21.43 


22.70 


-20.24 


24.98 


-21,21 


25. 52 


-21.89 



57.01 


15.00 


58.21 


15.00 


58.28 


15.00 


57 . 98 


15.00 


56.18 


15.00 


55 .84 


15.00 


56.28 


15.00 


, 54.91 • 


15.00 


; /53 : C43^ 


15.00 


52.51 


moo 


51>66 ' 


15. 00 


51 r 69 ■ 


15.00 


' 54.92 ' 


15.00 


55.87 


15.00 


56.83 
55.64 


15:00 


56.80 


15.00 
15.00 


56.62 


15% 00 


56.86 


15.00 


56.74 


15.00 


56.40 


15.00 


56.16 


15.00 


56.26 


15.00 


58.88 


15.00 


62.15 


15.00 


62.85 


15.00 


62.59 


15.00 


63.06 


15.00 


64.28 


15.00 


64 .22 


15 .00 


65.38 


15,00 


62.39 


15.00 


63.05 


15.00 


65.24 


15.00 


66.41 


15.00 


66.33 


15.00 


64.40 


15.00 


65.16 


15.00 


64.91 


15.00 


66.36 


15 .00 


66.86 


15 ; 00 


66.72 


15.00 


67.60 


15.00 
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TABLE Vm 




28 PHE N 


-25.63 


-20.27 


66.03 


15.00 




-27.02 


-19.90 


66.31 


15.00 


28 PHE CB 


-27.46 


-18 .71 


65.44 


15.00 


28 PHE GG 


• --26. 88 


-17 .40 


<55;^5 


15.00 


2 8 PHE €©i; 


• >;.-2!5:73 


-16.87 


: 65127 


15.00 


2 8 PHE GD2 


-27.47 


-16.73 


66188 


15.00 


2 8 PHE (SEi 


-25.16 


-15.71 


65.70 


15.00 


28 J^ iGE? 


-26.92 


-15.57 


67.33 


15.00 


28 PHE GZ: 


4: ^25.75 


-15.04 


66.75 


15,00 


28 KJE G 


-27.93 


-21.09 


66.06 


IS ,00 


28 PHE O 


-29 .08 


-21.05 


66 .44 


15 .00 


29 SER N 


: -:-:M2|:.44- 


-22.09 


65.33 


15.00 


29 SER qA 


-28.24 


-23.28 


65.05 


15.00 


29 SER CB 


-27.74 


-23.99 


63.81 


15.00 


29 SER OG 


-28.44 


-25.21 


63.58 


15.00 


29 SER 


-28.13 


-24.15 


66.27 


15.00 


29 SER 0 


-29.14 


-24.63 . 


66.79 


15.00 


30 SER N 


-26.90 


-24.31 


66.76 


15.00 


JO SER GA 


\<:|2;6::;:64V,: 


-25.13 


67.94 


15 . 00 


3 g SER 


-25.14 


-25.24 


68.21 


15.00 


30 SER OG 


-24.40 


-25,67 


•67.06 


15.00 


30 SER G 


-27.29 


-24.63 


69.21 


15.00 


30 SER 0 


-27.66 


-25.40 


70108 


15.00 


31 N 


-27^31 


-23.32 


69.35 


15.00 




-27.89 


^22.67 


70.51 


15.00 


31 VAL CB 


: ^27.39 . 


i-21.19 


70.58 


15 . 00 




-28113 


-20.34 


71, 59 


15 . 00 


31 VAL CG2 


-25.91 


-21.19 


70.86 


15.00 


31 VAL C 


-29.41 


-22.80 


70.55 


15.00 


31 VAL 0 


^30,02 


-22.96 


71 . 63 


15.00 


32 GLY N 


;;;-2'9v99v i 


-22.81 


69.35 


15.00 


32 GLY CA 


-31.43 


-22.91 


69.21 


15.00 


32 GLY C 


-31.90 


-24.26 


69.66 


15.00 


32 GLY 0 


-32.81 


-24.39 


70.47 


15.00 


33 ALA N 


-31.22 


-25.29 


69.17 


15.00 


33 ALA CA 


-31.51 


-26.66 


69 .53 


15.00 


33 ALA CB 


-30.58 


-27.55 


68.80 


15.00 


33 ALA C 


-31.38 


-26.86 


71.06 


15.00 


33 ALA 0 


-32,23 ' 


-27.54 


71.68 


15.00 




—Tin oq 


-26.34 


71,63 


15 . 00 


34 LEU CA 


-30103 


-26,45 


73 . 05 


15.00 


34 LEU CB 


-28 .72 


-25 .82 


73 . 41 


15.00 






-26.58 


73 ,17 


15 . 00 






w 







TABLE Vm 



34 LEU CD1 


. V .:|2;6U;28' 


-25.63 


34 LEU CD2 


•'•;<-27>38 ; 


-27.85 


34 LEU C 




-25,73 


34 LEU 0 : ' 


-31.65 


-26:29 




-3 1.47 : 


■; -24.51 




-32.54 


-23.76 


'\:35;: GLUnCB^ •' 


-32.78 


-22,42 


35; GLU ; CG \ 


-31.67 


-21.39 


' :: ;35vGLU:-^>> 


-31.63 


-20.29 


35 GLU OE1 


-32.41 


-20.37 




-30.81 


-19.35 


35 GLU C 


-33.83 


-24.57 


35 GLU O 


-34.34: 


-24 .83 


: : : : 3$:>GLY<N, : ;-'-- 


-34.26 


-25.10 


36 GLY CA 


-35.48 


-25.91 


36 GLY C 


-35.58 


-27 .11 


36 GLY 0 


-36.67 


-27 .47 


3 7 GLN N : 


-34.44 


-27 . 72 


; : ;37; : . 5 G1^|CA;' : - 


;;^34:v:40':/ 


-28.87 


37 GLNGB 


-33.06 


-29 . 60 


37 GLN CG 


-32.79 


-30.19 


37 GLN CD 


-33.83 


-31.19 


37 GLN 0E1 


-33.99 


-32.23 


37 GLN NE2 


-34.56 


-30.89 


37 GLN C 


-34.52 


-28.38 


37 GLN 0 


-35.01 


-29.10 


38 LEU N • - 


-33.98 


-27 . 18 


38 LEU (CA 


-34.03 ' 


-26.60 


38 LEU CB 


\^33.30 


-25.26 


38 LEU CG 


-33.24 


-24.54 


38 LEU CDl 


-32; 61 


-25.51 


38 LEU CD2 


-32X41 ; 


-23.30 


38 LEU C 


r-^35^|6 ; ;: 


-26.45 


38 LEU 0 


y :; |35;v86 : ;' 


-27.10 


39 LYS N 


-36.26 


-25.70 


39 LYS CA 


-37.68 


-25.45 


39 LYS CB 


f-;-3 f f;-34";. 


-24.71 


39 LYS CG 


-39.49 


-23 .74 


39 LYS CD 


-40.74 


-24. 43 


39 LYS CE 


-41.85 


-23.45 


39 LYS NZ 


■ -41.65 


-22,78 


39 LYS C 


-38.42 ' 


-26.78 


39 LYS 0 


-39.33 


-26.82 



73.53 15.00 

74.05 15.00 

73.83 15 . 00 

74.80 15.00 

73.44 15.00 

7.4. 12 15.00 

73.41 15.00 

73.64 15 . 00 

72.57 15.00 

71.57 15;OQ 
72.71 15.00 
74.20 15.00 
75.31 15,00 
73.05 15. 00 
72.99 15.00 
73.93 15. 00 
74.37 15.00 
74.24 15.00 
75. 12 15. 00 
74.95 15.00 

73.58 15.00 
73.19 15.00 
73.84 15.00 

72.11 15.00 
76.55 15.00 
77.43 15,00 
76.79 15.00 

78.12 15.00 

78.14 15.00 
79.47 15.00 
80.46 15.00 
79.36 15.00 
78.60 15.00 
79.58 15.00 
77.84 15.00 

78.15 15.00 
76,97 15.00 
77.33 15.00 
77.83 15.00 
78.12 15.00 
79.42 15.00 
78.46 15.00 
79.30 15.00 
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TABLE VIE 

40 LYS N -38.04 -27 . 84 77.77 15.00 

40 LYS CA -38.66 -29.14 77.99 15.00 

40 LYS CB -38.41 -30.07 76.81 15.00 

40 LYS CG -39.57 -31.02 76.53 15.00 

40 LYS CD -39 .10 -32 .29 75.82 15.00 

40 LYS CE -40.02 -32.72 74.68 15.00 

40 LYS NZ -40.21 -31.65 73 .65 15.00 

40 LYS C -38.08 -29.74 79.27 15.00 

40 LYS O -38.79 -30.27 80.12 15.00 

41 LYS N -36.77 -29.60 79.41 15.00 
41 LYS CA -36.05 -30.13 80.55 15.00 
41 LYS CB -34.53 -29.93 80.33 15.00 
41 LYS CG -33.63 -30.86 81.11 15.00 
41 LYS CD: -33.79 -32.26 80.55 15.00 
41 LYS CE -33.13 -33.31 81.42 15.00 
43: LYSiNZ -33,45 -34.68 80.86 15.00 

41 LYSC -36.49 -29 .45 81.84 15.00 
;41 LYSO -37.34 -29.97 82.61 15.00 

42 TOR N -35.96 -28 .25 82.04 15.00 
42 TOR CA -36.22 -27.48 83.24 15.00 
42 TOR CB -34.87 -26.94 83.78 15 . 00 
42 TOR OG1 -34.35 -25.91 82.92 15.00 
42 TOR CG2 -33.86 -28.07 83.79 15.00 
42 TOR C -37.16 -26.30 83.02 15.00 

42 TOR O -36.86 -25.20 83.45 15.00 

43 GLY N -38.28 -26.52 82 .34 15.00 
43 GLY CA -39.26 -25.47 82.12 15.00 
43 GLY C -38. 87 -24.03 81.79 15.00 

43 GLY O -39.77 -23.21 81.54 15.00 
44: LYS N -37.56 -23.75 81.75 15.00 

44 LYS CA -37.02 -22.41 81.49 15.00 
44 LYS CB -35.84 -22.13 82.44 15.00 
44 LYS CG -36.25 -21.41 83.72 15.00 
44 LYS CD -35.09 -21.25 84.67 15.00 
44 LYS CE -35.50 -20.36 85.86 15.00 
44 LYS NZ -36.56 -20.99 86.66 15.00 
44 LYS C -36.56 -22.13 80.06 15.00 

44 LYS O -35.71 -22.83 79.51 15.00 

45 LEU N -37.07 -21.04 79.50 15.00 
45 LEU CA -36.70 -20.66 78.14 15.00 
45 LEU CB -37.93 -20.08 77.46 15.00 
45 LEU CG -38.06 -19.92 75.94 15.00 
45 LEU CD1 -37.93 -21.25 75.26 15.00 
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. .:, 45- t£XJ CD2 
45 LEU € 

45 LEU 0 
4 6 LEU N 

46 LEU CA 
46 LEU ^GB : 
46 LEU CG 
46 LEU GDI 
46 LEU GC2 

46 LEU Q ■ 

47 ASN N 
4 7 ASN GA 
47 ASN CB 
4 7 ASN GG 

' ; - ; 47 ASW ODJ 



47 


ASN ND2 


47 ASN C 


47 


ASN O 


48 


LEU N 


48 


LEU CA 


48 


LEU CB 


48 LEU CG 


48 


LEU CD1 


48 


LEU CD2 


48 


LEU C 


48 


LEU O 


49 


SER N 


49 


SER CA 


49 


SER CB 


49 SER OG 


49 


SER C 


49 


SER O 


50 


PRO N 


50 


PRO CD 


50 PRO CA 


50 


PRO CB 


50 


PRO CG 



50 PRO C 

50 PRO O 

51 GLN N 
51 GLN CA 
51 GLN CB 
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TABLE Vm 


■ /' . . 


^:^;39.v40. 


-19.29 


75.63 


15,00 


66 


-19.57 


78.35 


15 .00 


^36.00 


-18.46 


78.71 


15.00 


-34.40 


-19.94 


78.29 


15.00 


-33.30 


-18.99 


78.50 


15.00 


^32.23 


-19.62 


79.41 


15 . 00 


M31.90 


-18.84 


80.70 


15.00 


^32.4$ 


-19 . 56 


81 .88 


ISvpO 


-30.35 


-18.72 


80.89 


15; 00 


rr32.68 


-18.70 


77.13 


15.00 


-32 .93 


^19.45 


76.19 


pl5:Qp 


-31.92 


-17.61 


76.99 


15.00 


-31.23 


-17.30 


75.73 


15.00 


-31.29 . 


-15.79 


75.44 


15.00 


-32; 61 


-15.36 


74.77 


15.00 


-32.68 


-15.24 


73.55 


15 . 00 


^33,63 


-15.06 


75.58 


15.00 


-29.74 


-17.70 


75.90 


15.00 


-29.01 


-16.99 


76.58 


15.00 


-29 .28 


-18.80 


75 .29 


15.00 


-27.88 


-19.20 


75.45 


15.00 


-27.67 


-20.68 


75.16 


15.00 


-28.05 


-21.69 


76.27 


15.00 


-27.81 


-21.07 


77.65 


15.00 


-29.49 


-22.12 


76.12 


15.00 


-26.85 


-18.34 


74.73 


15.00 


-27.20 


-17.31 


74.23 


15.00 


-25. 58 


-18.70 


74.74 


15.00 


-24.59 


-17.83 


74.11 


15.00 


-23 .51 


-17.50 


75,14 


15.00 


-22 .32 


-17.09 


74.51 


15.00 


-23 . 93 


-18.37 


; 72.87 


15.00 


-23 .08 


-19.27 


72.98 


15.00 


-24.29 


-17.86 


71.67 


15.00 


-25.31 


-16.83 


71.34 


15.00 


-23 .66 


-18.36 


70.45 


15.00 


-24. 47 


-17.67 


69.35 


15.00 


-24. 96 


-16.44 


69.97 


15.00 


-22.18 


-17.94 


70.44 


15 . 00 


-21.36 


-18.62 


69.86 


15.00 


-21.82 


-16.87 


71.13 


15.00 


-20.43 


-16.41 


71.17 


15.00 


-20.39 


-14.98 


71.74 


15,00 
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TABLE Vffl 
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-19.32 
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-13 .30 
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55 2V CD pi 
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1 c 00 

-lo .30 


55 2i cd nm 

JJ AOr vl/1 


1/1 QO 

— 14 . o / 


1 C OO 

-15.89 


55 A CD f"\TNO 
33 AoJr UUZ 


i c . in 
-13.13 


-IS. 56 


55- hcd 
33 Aor U 


-13.87 


-19.93 


C C Ik e*n 
33 ASP O 


-12.65 


>20;14 


56 CYS N 


-14.62 


-20.75 


56 CYS CA 


-14.06 


-21.94 


56 CYS C 


-14.14 


-23.23 


56 CYS 0 


-13.36 


-24.15 


56 CYS CB 


-14.74 


-22.17 


56 CYS SG 


-14.67 


-20.81 



70.35 

69.76 

69.84 

71. 94 

71.53 

73.02 

73.78 

74.91 

75.72 

76.60 

75.49 

72.80 

72.69 

72.05 

71.00 

70.33 

70.69 

72. 12 

70.38 

69.94 

69.60 

69.46 

68.44 

68.09 

67.25 

67.40 

68 . 84 

68.11 

70. 02 

70.58 

71.81 

71.52 

70.35 

72.49 

71.08 

70.82 

71.81 

72.42 

71 . 62 

71.85 

73.76 

74.99 



15.00 

ISiOO; 

15.00 

15 :00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15 . 00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15 . 00 

15.00 

15.00 
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TABLE VIE 



57 VAL N 


-15.00 


-23.30 


70 62 


57 VAL CA 


-15 \ 09 


-24.53 


69 .88 


57 VAL CB 


-16.51 


-24.71 


69 30 


57 VAL CGI 


^16.66 


-26 .03 


68 70 


57 VAL GCS2 


-17.56 


-24. 53 ;• 


70 47 


57 VAL G 


-IS . i?2 


-24 .66 


68 ftp 

oo . o.o 


57 VAL 0 


-14v65 


-24.47 


67 68 


58 SER N 


-12V79 


-25.08 


69 43 


58 SER CA 


—11. 51 


-25.26 


68 71 


58 SER CB 


-10 .43 


-25.78 


69 66 


58 SER OG 


• . -9.18 


^25; 96 


68 99 


58 SER C 


^11.53 


-26.13 


67 45 


58 SER 0 


-10.66 


-26. 01 




59 GLU N 


-12 . 54 


-26.98 


67 36 


59 GLU CA 


-12.67 


-27 86 


oo . zx 


59 GLU CB 


-13 .47 




;:0 0 • OV 


59 GLU CG 


-13 12 


-29 70 


6fi fin 


59 GLU CD 


-14.02 


-29 V c 


60 IT 
Oj. 1J 


59 GLU OE1 


-15.16 


-29 go 


6Q 7Q 
O? • 


59 (3LU OE2 


-13 .56 


-28 20 


60 84 


59 GLU C 


-13.30 


-27 . 07 


65 05 


59 GLU 0 


-13 .21 


27 . 46 




60 ASN N 


-13 .91 


-25.93 


65 35 

gj * J J 


60 ASN CA 


-14.50 


-25.14 


64 78 


60 ASN CB 


-15.92 


-24 .71 


64 63 


60 ASN CG 


-16.96 


-25 . 87 


64 48 


60 ASN OD1 


-17.94 


-25 .95 


65 23 


60 ASN ND2 


-16.75 


-2:6 .74 


63 50 


60 ASN C 


-13 .60 


-23 .94 


63 80 


60 ASN 0 


-12.43 


-23.91 


64 25 


61 ASP N 


-14.11 


-23 ;06 


63 02 


61 ASP CA 


-13.36 


-21.90 


62 .53 


61 ASP CB 


-13.29 


-21.96 


61 02 


61 ASP CG 


-11.96 


-22 . 46 


60 52 

U V . o^ 


61 ASP OD1 


-11. 41 


-23 42 


61 13 


61 ASP OD2 


-11.48 




59 50 


61 ASP C 


-13 89 


-70 55 




61 ASP O 


-13.38 


-19.49 


62 .62 


62 GLY N 


-14.94 


-20.59 


63.77 


62 GLY CA 


-15.48 


-19.35 


64.30 


62 GLY C 


-16.16 


-18.55 


63.21 


62 GLY O 


-17. 14 


-19.03 


62.59 


63 CYS N 


-15.70 


-17.33 


62, 93 



PCT/US96rt7512 

15.00 
15;00 
15.00 

is. 00 

15 ,00 

is. oo 
i5.;oo - 

15.00 
15,00 

vis; oo 

15.00 . 
ISvOO 

15 .00 ■ ■ 

15>00 ' 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 : 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15 . 00 
15.00 
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63 CYS CA 
63 CYS G 
63 CYS 0 
63 CYS CB 

63 CYS SG 

64 GLY N 
64 GLY CA 
64 GLY C 

64 GLY O 

65 GLY N 
65 GLY CA 
65 GLY C 

65 GLY O 

66 GLY N 
66 GLY GA 
66 GLY C 

66 GLY O 

67 TYR N 
67 TYR CA 
67 TYR CB 
67 TYR CG 
67 TYR GDI 
67 TYR GEl 
67 TYR CD2 
67 TYR CE2 
67 TYR CZ 
67 TYR OH 
67 TYR C 

67 TYR G 

68 MET N 
68 MET CA 
6 8 MET CB 
68 MET CG 
68 MET SD 
68 MET CE 
68 MET C 

68 MET O 

69 TOR N 
69 THR CA 
69 THR CB 
69 THR OG1 
69 THR CG2 
69 THR C 
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TABLE Vm 



"ID .'4U-* 


ir to 
-lO .DO 


61.91 


. c ftft 

15 .00 


i-1 TO 


- 17 . 07 


60.50 


15 .00 




-lo . 57 


59.55 


15. 00 


-.^iOiylO.. 


-15 .11 


62.08 


is. bo 


— 1*7 f\f\ 


■• -1 'A ir . 

-14.35 


63.54 


15.00 


"ID. 40 


"i : 0':'V 1 ft. 

-lo ; ly 


60. 41 


15. 00 




■• l.'O. .ftft • ■ 

-io. . 19 


59.11 


is •00 


«1 ft 1 O 

"10. ±4 


•i id ft -7 


58.83 


15.00 




ftft j q 
- 20 . 49 


57 .72 


15.00 


t.1o. • 79 


-20.46 


59.86 


15 .00 


■K-jfc I v i s) 


-21.56 


59.62 


15-00 


%.n . "ft q 


ftft Ql • 

^.22.81 


60.42 


lis. 00 


— lo . 24 


' " ft *> : -M ft'-. 

-23 .13 


60.74 


15.00 


rip .43 


ft .^ft 
-23 .62 


60.61 


15.00 




• "ft'il: v ft C 

-24 . 85 


(51.37 


15.00 


-19. 48 


ft tr ft « ■ 
-25 .78 


61.43 


i^voo 


ft Eft. 


"ft C" ''ftft - 

—25 .37 


61 .00 


15 . 00 


-19 . 31 


•ft^ Ai 

-^26 .94 


62.06 


15.00 


ftft, . ftft 


ft ft . ft 

-27 .91 


62.16 


15.00 




* 'ftft 'ft A 

-29 .31 


61.82 


15.00 


-19.28 


-ftft ft o : 

-29.38 


60.43 


15 .00 


OA .AO 

r2U> Up 


■ftft' V a 

-29 .14 


59.33 


.15- 00 


-19 . 54 


ft ft Aft 
-29 .09 


58.03 


15.00 


r l / . 5J3 


ftft e'ft 

-29. 57 


60.21 


15.00 


-1/ ♦ jy 


ft ft- . Cft • 

-29 .52 


eft* ft i 
58.91 


15 .00 


io ftft 

-lo. . 2U 


1Q ftft 

-29 .27 


57.84 


15.00 


- 1 / . / 0 


fto ft i 
-29.21 


56.59 


15.00 


"21 . 11 


-27 .86 


63 . 49 


15.00 


ft ft c c 

-2U . bb 


ftft 
-27 . 52 


64.52 


15.00 


i| ft 

-.22 . 4U 


fto "*.ft 
-28.13 


63 .48 


15.00 


-23 .12 


ftft '<t'M 

-28 . 14 •; 


64.76 


15.00 


-24 . 02 


' ft O ftft 

-r28.23 


64.56 


15.00: 


-23 . 11 


■"■ ftft. • .a ft 
-27.02 


63 .82 


15.00 


ox ic 
"24 * /.o 


-27.31 


62.04 


15; 00 


o c in 

•2.o. 3y 


-28,14 


61.56 


15.00 


Oft ir e 
*22 . DO 


-29,31 


r*c-' 

65.63 


15.00 


ftft' • ^* -> 

-22.63 


-29.21 


66.83 


15.00 


22.32 


-30.42 


64.99 


15.00 


21.87 


-31. 57 


65.74 


15.00 


21.55 


-32.78 


64.81 


15.00 


20,68 


-32.38 


63.72 


15.00 


22.82 


-33.41 


64.29 


15.00 


20.65 


-31.21 


66.61 


15 . 00 
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TABLE Vm . 



69 THR 0 


. -20.61 


-31.62 


67.76 


15.00 


7 0 ASN N 


;-19C74 


-30vi8 


66.11 


15,00 


70 ASN CA 


■ -18v56 




66.91 


15.00 


70 ASNJCB; 


, -17453 


-29.28 


66. 07 


15.00 


7 0 ASN CG 


-16.83 


-30.17 


65.02 


15-00 


7 0 ASN OD1 


-17.07 


: : :-3l.;39 : 


: 64.94 


15.00 




-16:02 


-29.55 


64.17 


15.00 


70 ASN C 


-18.99 


-29.22 


68.11 


15.00 


7 0 ASN 0 


-18.59 


-29.49 


69.21 


15.00 


71 ALA N • 


-19.95 


-28.33 


67.87 


15.00 


71 ALA CA 


-20.42 


-27.44 


68.91 


15.00 


71 ALA CB 


-21.27 


-26.35 


68.33 


15.00 


71 ALA C 




-28.13 


70.05 


15.00 


.' 71 ALA O 




-27.69 


71.20 


15.00 


72 PHE N 


■ 21^84' 


-29.22 


69.71 


15.00 


72 PHE CA 


-22 .53 


-29; 99 


70.74 


15.00 


72 PHE CB 


-23.59 


^30.93 


70.13 


15.00 


72 PHE CG 


-24 .75 


-30,22 


69.47 


15 .00 


72 PHE CD1 


-25.59 


v:-29:,41 


70.21 


15.00 


72 PHE CD2 


-25.05 


^30.;41 : 


68.12 


15.00 


72 PHE CE1 


. : : x2;6;.:7;a: : 


-28.82 


69.63 . 


15.00 


72 PHE CE2 


t26.16 . 


-29.82 




15.00 


72 PHE CZ 


-26.97 


-29.03 




15.00 


72 PHE C 


-21.49 


-30.80 


71.51 


15.00 


72 PHE 0 


-21.54 


|t30?.:?1 -A 


72 .73 


15.00 


73 GLN N 


-20.55 


-31.39 


70.78 


15.00 


73 GLN CA 


-19.50 


-32. 16 


71.39 


15.00 


73 GLN CB 


-18 .48 


-32.63 


70.34 


15.00 


73 GLN CG 


-17.59 


-33(74 ; 


70.84 


; 15, 00 


73 GLN CD 


-17.19 


;;^*^59:'. 


69.73 


15.00 


73 GLN OE1 


-17.48 


-35.89 


69 .78 


15.00 


73 GLN NE2 


-16.52 


-34.16 


68.72 


15.00 


73 GLN C 


-18.81 


-31.26 


72.43 


15.00 


73 GLN 0 


-18.64 


-31.64 


73 .59 


15.00 


74 mw 


-18.39 


-30.06 


72.02 


15.00 


74 TYR CA 


-17.70 


-29.17 


72.97 


15.00 


74 TYR CB 


-17.27 


-27.85 


72.29 


15.00 


74 TYR CG 


-17.25 


-26.64 


73 .21 


15.00 


74 TYR GDI 


-16.09 


-26.24 


73; 83 


15 .00 


74 TYR CE1 


-16.11 


-25.21 


74 .74 


15.00 


74 TYR CD2 


-18 .43 


-25.98 


73.51 


15.00 


74 TYR CE2 


-18 .46 


-24.94 


74.43 


15.00 


74 TYR CZ 


-17.30 


-24 .57 


75 .05 


15. 00 
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TABLE VIII 




74 TYR OH 


>-i-17i:27 


-23.57 


76.01 


15.00 


74 TYR C 


+18.51 


-28.95 


74.27 


15.00 


74 TYR 0 


I -18.01 


^29.19 


75.35 


15.00 


75 VAL N 


-19.77 


-28.61 


74.13 


15.00 


75 VAL CA 


^20.68 


-28.40; 


75.27 


15.00 


75 VAL (SB 


'VS22:^iO' 


^28v09 


74.67 


15.00 


75 VAL CGI 


; , -23 .21 


-28. 24 


75.71 ■ 


15.00 


75 \^ CG2 


-22.09 


7 26, 67 


74.09 


15 . 00 


" 75 VAL; : C : ? ::V:r 


-20.70 


-29.59 


76.29 


15.00 


/ : 75: ; V^6|3- 




' -29, 50^ 


77.38 


15.00 


7 6 ^LNyN* 


-20.09 


•00.71 


75.88 


15.00 


76 GLN CA 


■ -20.03 


-31.93 


76.68 


15.00 


76 GLN CB 


-20.30 


-33.15 


:; : 75v:77;;:' 


15.00 


76 GLN CG 


-20.03 


-34.52 


C '7.(^35: •• 


15.00 


76 GLN CD 


-20.70 


-35.58 


75.54 


15.00 


76 GLN OE1 


-21.76 


-36.09 


- 75.93 


15.00 


76 GLN NE2 


-20.15 


^35.88 


74.37 


15.00 


76 GLN C 


-18.70 


-32.10 


77.39 


15.00 


76 GLN 0 




-32.13 


78.61 


15.00 


77 LYS N 


; -17.61 


-32.20 


76. 65 


15, 00 


77 LYS CA 


-16.31 " 


-32 .37 


77.28 


15 . 00 


77 LYS CB 


-■15.24 : 


-32 .65 


76.24 


15.00 


77 LYS CG 


-15,60 ' 


-33.84 : 


75.35 


15.00 


77 LYS CD 


-14.38 


-34.57 


74.81 


15.00 


77 LYS CE 


. -13 . 52 


-33.71 ; 


73.91 


15.00 


77 LYS NZ 


-12.57 


-34.54 


73. 09 


15.00 


77 LYS C 


-15.94 


-31. 16 


78.15 


15 . 00 


77 LYS 0 


-15.31 


-31.32 


79 . 19 


15.00 


78 ASN N 


"-16.35 


-29.96 


77.75 


15.00 


78 ASN CA 


• ; ' ; '~16*VG;9:. . 


-28.77 


78.57: 


15.00 


78 ASN CB 


-16.09 


-27.49 


. : :77;:. : -72:^ 


15.00 


78 ASN CG 


-16.13 


-26.22 


78.58 


15.00 


78 ASN DDI 


-15.14 


-25 .84 


79.17 


15.00 


78 ASN ND2 


' ;--17,>2 - ' 


-25.64 


78.72 


15.00 


78 ASN C 


' -17,17 ,, 


-28.68 


79.66 


15.00 


7 8 ASN 0 


-17; 18 


-27.77 


80.49 


15.00 


79 ARG N 


-18.08 


-29.64 


79 . 64 


15.00 


79 ARG CA 


-19 he 


-29.69 


80.60 : 


15.00 


79 ARG CB 


-18.69 


-30.15 


81.98 


15 . 00 


79 ARG CG 


-18.36 


-31.63 


82,12 


15 .00 


79 ARG CD 


-17.79 


-31.93 


83.52 


15.00 


79 ARG NE 


-16. 63 


-32.84 


83.47 


15.00 


79 ARG CZ 


-15.39 


-32.46 


83.15 


15.00 
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TABLE Vm 

79 ARG NH1 -15.15 -31.19 82.86 15.00 

79 ARG NH2 -14.38 -33.34 83.16 15.00 

79 ARG C -20.00 -28.40 80.78 15.00 

79 ARG O -20.27 -27.99 81.91 15.00 

80 GLY N ^20 .32 -27.70 79 .70 15.00 
80 GLY CA -21.14 -26.50 79.88 15.00 
80 GLY C -21.02 -25.34 78.91 15.00 

80 GLY 6 -19.94 -25.13 78.31 15.00 

81 ILE N -22.13 -24.60 78.78 15.00 
81 ILE CA -22.27 -23 . 43 77.92 15.00 
81 ILE CB -23.18 -23.77 76.69 15.00 
81 ILE CG2 -24.60 -24.14 77.13 15.00 

■ 81 ILE CGI -23 .28 ■.-22i 57. ; ■ 75 . 76 ' ' 15, 00 

81 ILE. CD1 -24.04 -22.84 74.48 15.00 

81 ILE C -22.91 -22.32 78.75 15>00 
: 81 ILE O — 23\73 ^22>62 79.63 ' 15.00 

82 ASP N 2-22.58 -21.05 78.48 15.00 
82 ASP CA -23.13 -19,92 79 . 28 15.00 
82 ASP CB >22.l3 -18.77 79.29 15. 00 
82 ASP CG -20.88 -19.il 80.02 15.00 
82 ASP GDI -19.80 -18.87 79.48 15; 00 
82 ASP OD2 -20.96 -19.62 81.14 15.00 
82 ASP C -24.47 -19.36 78.83 15.00 

82 ASP O -25.10 -19.90 77,94 15.00 

83 SER N -24.92 -18.31 79.51 15.00 
83 SER CA -26.12 -17.57 79.18 15.00 
83 SER CB -26.70 -16.97 80 . 48 15.00 
83 SER OG -25.68 -16.38 81.28 15.00 
83 SER C -25.55 -16,45 78.27 15.00 

83 SER O -24.3 3 - 16 ;24 78.28 15.00 

84 GLU N -26.35 -15.82 77.39 15.00 
84 GLU CA ^25.85 -14.72 76.54 15.00 
84 GLU CB -27. 00 -13.88 75.94 15.00 
84 GLU CG -27.12 -13.72 74,39 15.00 
84 GLU CD -25.97 -12.97 73.70 15.00 
84 GLU OE1 -25.80 -11.74 73.90 15.00 
84 GLU OE2 -25.23 -13.64 72.93 15.00 
84 GLU C -25 . 15 -13.79 77.53 15.00 

84 GLU O -24.00 -13.44 77.37 15.00 

85 ASP N -25.85 -13.43 78.61 15.00 
85 ASP CA -25.31 -12.53 79.65 15 . 00 
85 ASP CB -26.08 -12.68 80.98 15.00 
85 ASP CG -27.48 -12.06 80.94 15.00 
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TABLE Vm 

: 81.40 15.00 

80.45 15.00 

79.97 15.00 

80.00 15 .00 

80.22 15,00 

80.59 • 15 *00 

81.31 15.00 " 

79 .40 15.00 
79.57 15.00 

78.20 15; 00 
76.99 15.00 
76.66 15.00 
76.36 15.00 ' 
75.50 15.00 

75.21 15 .00 
76.94 15.00 
76.65 15.00 
75.79 15100 

75.41 15.00 
75.86 15.00 
74.89 15.00 
75.98 15,00 
77.08 15.00 
74.93 15.00 
75.41 15.00 
76.93 15 .00 
73.54 15.00 

73.44 15.00 

72 .49 15, 00 
71.11 15.00 
70.22 15.00 
68.82 15.00 
68.64 15.00 
67.35 15 ; 00 
67.68 15.00 
66.41 15.00 
66.24 15.00 
64.96 15.00 
70.58 15.00 
70.70 15.00 
70.08 15.00 

69.50 15.00 
70.32 15.00 



85 ASP OD1 


-28.41 


-12 7fi 


85 ASP OD2 


-27.63 


-10 .90 


85 ASP G 


-23.80 


-12 ;67 


85 ASP 0 


-23 .07 


rll;67 


86 ALA N 


>-23.36 


-13 .90 


86 ALA CA 


t21v96 


-14.21 


86 ALA CB 


-21.89 


-15.55 


86 ALA C 


-21.00 


-14-20 


86 ALA O 


-19.76 


-14;; 22 


87 TYR N 


-21v55 


-14 11 

: — — * — — 


87 TYR CA 


-20.74 


-14 13 


87 TYR CB 


2 0.41 


-15 60 


87 T^R GG 


-18.96 


-15 90 


87 TYR GDI 


-18.23 


-15 14 


87 TYR GE1 


-16.93 


-15 44 


87 TYR GD2 


-18.34 


-16 Qfl 


87 TYR CE2 


-17.04 


-17 27 

■J. / • X ./ . 


87 TYR CZ 


-16.35 




87 TYR OH 


-15 .09 


-16 87 


87 TYR C 


-21. 57 


-13 50 

■ . XJ • jU 


87 TYR 0 


-21.88 


-14 1Q 

- ■ J- — • X J 


88 PRO N 


-21.98 


-12 .22 


88 PRO CD 


-21.70 


. -Xlw28 


88 PRO CA 


-22.78 


-11 57 

: XX — 


88 PRO CB 


-22.84 


-10 .11 


88 PRO CG 


-22.78 


-10.21 


88 PRO C 


-22 .14 


-11 70 


88 PRO 0 


-20.91 


-11 Q5 




-22 .97 


-11 6? 

. x x • wx 


89 TYR CA 


-22.50 


-11 76 


89 TYR CB 


-23 .64 


—12 25 

XX ■ X J 


89 TYR CG 


-23 .22 


-12 .67 


89 TYR CD1 


-22.42 


-13 82 

— — • ox 


89 TYR CE1 


-22.03 


-14 24 

It* • X — 


89 TYR CD2 


-23.62 


-11 92 


89 TYR CE2 


-23 .24 


-12 31 

... xx • y x 


89 TYR CZ 


-22 44 




89 TYR OH 


-22 .00 


-13 78 


89 TYR C 


-21.91 


-10.45 


89 TYR O 


-22.53 


-9.40 


90 VAL N 


-20. 67 


-10.51 


90 VAL CA 


-19.98 


-9 .36 


90 VAL CB 


-18.74 


-8.92 
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TABLE Vm 



90 VAL CGI 


-19. 17 


r8>?55 


71v!75 


15.00 


90 VAL CG2 


-17,66 


-9.99 


70 w 28 


15. 00 


90 VAL G 


-19.58 


• ^?-6P 


68Vq3 




90 VAL : ; 


-18.77 


-8.86 


67^.47 


15.00 


91 GLY N 


' ;S20vi2-. 


. .-10;v*i5 : -- : 


67.43 


15.00 


91 GOT GA 


-19.85 


"' ^i0^9 : 7;'.' 


66 id(J3 


i?* -on : 


91 GLY <C ; 


t18 • 40 


-10;$9 


65 :56 


i s on 


91 GLY 0 


-18.09 


-10-75 


64>36 


^5,00 


92 GLN N 


-17.49 


>11*02 


$6^50 


15. 00 


92 GLN CA 


-16.08 


-10.99 


66.22 


■ JUW.-a W .. 


92 GLN CB 
92 GtiN CG 


-15.44 

-14:07 


■-'-9:i : 73: ■ 
'- ^9; 


66.78 
66.26 


15.00 
15 .00 


92 GLN CD 


V'-i3:.74-- 


-8.01 


66.30 


IS:. 00 ' 


92 GLN QE1 


-13-84 


-7.29 


65:30 


15 : 00 


92 GLN NE2 


-13.35 


. -7.54 


67.49 


15.00 


92 GLN C 


-f5.63 


. -12.18 ■ 


67.00 


15 . 00 


92 GLN 0 




-12.45 


68.08 


15 . 00 


93 GLU N 




-12.96 


66.42 


15.00 


93 GLU CA 


-14.27 


-14;:ii • 


67.13 


15.00 


93 GLU CB 


-13.67 


-15.14 ■ 


6(5V19 


15. 00 


93 GLU CG 


-13.54 


-16.51 


66v8i2 ■ 


15.00 


93 GLU CD 


-l2;3i 


-17.23 


66V33 


15 Y00 


93 GLU OEl 


-11.79 


— 18 .11 


67.03 


15. 00 


93 GLU 0E2 


-11.86 


-16.90 


65.23 


15 .00 


93 GLU C 


-13.17 


-13.56 


68. 00 


15 .00 


93 GLU 0 


-12.58 


-12.52 


67.67 


15.00 


94 GLU N 


-12.98 


-14.19 


69.17 


15.00 


94 GLU CA 


-11.95 


-13v83 


70.12 


15.00 


94 GLU CB 


-12 .45 


-12 .76 


71.08 


•15 .00 


94 GLU CG 


-13.44 


-11:78 




15.00 


94 GLU CD 


-13.36 


-10.49 


71.28 


15.00 


9 4 GLU OE l 


^12 .35 




71.16 


15.00 


94 GLU OE2 


-14.28 


-10.18 


72. ^3 


15.00 


94 GLU C 


-11.52 


-15;<Q3 


70.95 


is. oo 


94 GLU 0 


-12.21 


-16.05 


71.03 


15. 00 


95 SER N 


7 10. 4 6 


-14,79 


71; 73 


15. 00 


95 SER CA 


-9.89 


-15.79 


72v60 


15. 00 


95 SER CB 


-8.61 


-15.24 


73 . 23 


15 . 00 


9 5 SER OG 


-7.71 


-14.80 


72.23 


15.00 


95 SER C 


-10.92 


-16.24 


73.63 


15.00 


95 SER 0 


-11.66 


-15.42 


74.18?; 


15.00 


96 CYS N 


-10.99 


-17.55 


73.82 


15.00 


96 CYS CA 


-11.94 


-18. 19 


74.i74 


15.00 
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96 CYS C 
96 CYS O 
96 CYS CB 

96 CYS SG 

97 MET N : 
97 MET CA 
97 MET CB 
97 MET CG 
97 MET SD 
97 MET CE 
97 MET C 

97 MET O 

98 TYR N 
98 TYR CA 
98 TYR CB 
98 TYR CG 
98 TYR CD1 
98 TYR CEl 
98 TYR CD2 
98 TYR CE2 
98 TYR CZ 
98 TYR OH 
98 TYR C 

98 TYR 0 

99 ASN N 
99 ASN CA 
99 ASN CB 
99 ASN CG 
99 ASN OD1 
99 ASN ND2 
99 ASN C 
99 ASN 0 

100 PRO N 
100 PRO CD 
100 PRO CA 
100 PRO CB 
100 PRO CG 
100 PRO C 

100 PRO O 

101 THR N 
101 THR CA 
101 THR CB 
101 THR OG1 





TABLE Vm 




-11-83 


-17^70 


76.17 


15.00 


-10,75 


-17.73 


76v79 


15.00 


• -11.80 
-12.78 


-19.73 
-20.81 


74.68 
75,78 


.' 15^00 


-12|97 


-17.26 


76 .69 


15^00 

15^.00 


-13 10 


;: -16.73 


78.03 


It A A 


: -13,17 


415.20 


78.02 


15, 00 


-12 . 67 


-14.49 


79.27 


15.00 


- ^ib;;:;82 ;: ;. 


-14.26 


79.19 


15.00 


-10.31 
-14.34 


^15.40 
-17.32 


80 .50 


; is i qq 


-15.06 


-16.60 


78.74 
79.42 


15;. 00 
15.00 


-14.60 


-18: (61 


78.59 


15.00 


-15.74 


-19.28 


79.24 


15.00 


-15.63 


-20.78 


79.00 


15.00 


-16;63; 


-21.59 




15.00 


-17;. : i?8;, 


^21.47 


79^50: ' 


15.00 


^18;91 ' 




80 . 24 • 


15.00 


-lift 99 
AO • 


-22.44 


80.82 


15 .00 


-17.15 


-23.16: 


?:>f.:58-'.* 


15.00 


-18.51 


-22.99 


81.27 


15,00 


-19.51 s 


-23.63 


81.97 


15.00 


-15,85 
-14.85 


-19.00 




15 .00 


-17.06 


-18 -70 
-19.08 


81.38 
81.2*5 


15.00 
15.00 


-17.25 


-18.79 


82.67 


15.00 


-17.77 


-17.37 


82.86 


15.00 


-17.78 


-16.95 


84.33 


15.00 


'18:^2:^ 


-17.40 


85 r 11 


15.00 


-16.82 


-16.11 


84 .70 


15.00 


-18.13 


-19y^3^ : v. 


83 . 47 


15.00 


-19.36 


-19v?6 


W.-3:6:-:-- 


15.00 


-17.51 


-20.60 


84.28 


15.00 


-16,06 


-20.90 


:i?84 : . : 3/4:.'- 


15.00 


-18.26 


':-21v;55v: ■ 


85.10 


15.00 


-17.25 


-21.89 


86.20 


15.00 


-15.98 


-22.00 


85. 45 


15.00 


-19.56 


-21.03 


85 .71 


15.00 


-20.61 


-21.68 


85.55 


15.00 


-19.48 


-19.89 


86.41 


15.00 


-20.63 


-19.30 


87.10 


15.00 


-20.18 


-18.20 


;:88 .13 • 


15.00 


-19-04 


-i7>45 : ' 


87 .66 


is .00 
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101 TOR CG2 
ioi TOR C 

101 THR O 

102 GLY N 
102 GLY CA 
102 GLV C 

102 GLY O 

103 LYS N 
103 LYS GA 
103 LYS GB 

103 LYS CD 

103 LYS C 

103 LYS O 

104 ALA N 
104 ALA CA 
104 ALA Cfi 
104 ALA C 

104 ALA O 

105 ALA N 
105 ALA CA 
105 ALA CB 
105 ALA C 

105 ALA O 

106 LYS N 
106 LYS CA 
106 LYS CB 
106 LYS CG 
106 LYS CD 
106 LYS CE 
106 LYS NZ 
106 LYS C 

106 LYS O 

107 CYS N 
107 CYS CA 
107 CYS CB 
107 CYS SG 
107 CYS C 

107 CYS O 

108 ARG N 
108 ARG CA 





table ym 




-19.82 


-18.87 


89.46 


15.00 


-21.77 


-18.86 


86; 17 


15.00 


-22; 95 


rl8 .78 


86.56 


15.00 


-21.40 


-18,68 


84 .91 


15.00 


-22.35 


-18.33 ' 


83 .88 


15.00 


-23.27 


-19.50 


83.58 


15.00 


-24.47 


-19.30 


83.42 


15,00 


-22 . 68 


^20:,;69'- 


83.38 


15.00 


-23.39 


■ -21.95 


83.13 


15.00 


-22 • 95 


-23.01 


84.16 


15.00 


-23.73 


-24.31 


84 .12 : 


15.00 


-23.11 




85 . 05 


15.00 


^21> 69 


-25.76 


84.61 


15.00 


^21.01 


-26.68 


85,56 


15 . 00 


-24. 90 


-21.82 


83.20 


15.00 


-25,45 


-21; 45 


84.23 


15.00 


-25,58 


V;-22: : .:l6 


82 . 10 


15.00 


r27.05 


-22 ;11 


82. 04 


15,00 


£27*54' 


-20 ,84 


81 , 26 


15.00 


-27.64 


■ -23 .39 


81 .42 ' • 


15.00 


-28.85 


-23:61 


81.42 


15.00 


-26.79 


-24.26 


80.92 


15.00 


-27.24 


-25.50 


80.30 


15.00 


-28.05 


-25.22 ;. 


79. 03 


15.00 


-26.03 


'■■-2 ; 6 : i35 - 


79.97 


15.00 


-24.88 


-25.90 


80.04 


15.00 


-26.32 


• : -27 ; .59 


79 .60 


15 . 00 


-25,32 


-28,57 . 


79.25 


15. 00 


-24.74 


-29.13 


80.55 


15.00 


-23.71 


-30.22 


80.42 


15.00 


^23.54 


-30.96 


81.75 


15.00 


-24.85 


-31.60 


82 . 15 


15.00 


-24.61 


-■32.90 


82.82 


15.00 


-26 . 09 


-29.63 


78.43 


15.00 


-27.32 


-29.62 


78.34 


15.00 


-25 .36 


-30.51 


77 . 77 


15.00 


-26.00 


-31.54 


76 . 97 


15.00 


-26.06 


-31,11 


75.50 


15.00 


-24.54 


-31.49 


74.55 


15.00 


-.25, 07 


-32.72 


77.10 


15.00 


-23 .85 


-32.54 


77.25 


15.00 


-25,62 


-33.92 


77.06 


15.00 


-24.80 


-35.12 


77.17 


15.00 
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TABLE Vm 

108 ARG GB -25.28 -36.03 78.28 15.00 

108 ARG CG : t25;35 -35.42 79. 64 15.00 

108 ARG CD ; ; -25:.75\ -36 .49 80.66 15 . 00 

108 ARG NE t27 t 18 -36.72 80 .71 15 . 00 

108 ARG GZ -27.75 -37.86 81.09 15.00 

108 ARG NH1 -27.00 -38.90 81.43 15.00 

108 ARG NH2 -29.07 -37 .94 81.22 15. 00 

108 ARG C -24.85 -35 . 89 75 . 85 15.00 

108 ARG O -25.59 -36.87 75.72 15.00 

109 GLY N -24.11 -35.40 74.87 15.00 
109 GLY CA -24.05 -36.03 73.57 15.00 
109 GLY C -24.99 -35.44 72.55 15. 00 

109 GLY 6 ^25,58 -34.38 72.78 15.00 

110 TYR N t25. 00 -36.06 71.36 15.00 
110 TYR CA -25.86 -35.67 70.23 15.00 
110 TYR CB -25.19 -34.54 69.43 15.00 
110 TYR CG -23.92 -34.95 68.76 15.00 
110 TYR GDI -22 .72 -34.87 69.39 15.00 
110 TYR CE1 -21.60 -35.34 68.80 15.00 
110 TYR CD2 -23.95 -35.49 67.52 15.00 
110 TYR CE2 -22.82 -35.97 66.92 15;00 
110 TYR CZ -21.64 -35.90 67.55 15.00 
110 TYR OH -20.45 -36.35 66.94 15.00 
110 TYR C -26.23 -36.85 69.29 15.00 

110 TYR 0 -25.46 -37.79 69.07 15.00 

111 ARG N -27.40 -36.72 68.69 15.00 
111 ARG CA -27.92 -37.70 67.75 15.00 
111 ARG CB -29.27 -38.26 68.26 15.00 
111 ARG CG -29.50 -39.79 68.03 15 . 00 
111 ARG CD -28.98 -40.22 66.68 15.00 
111 ARG NE -29.52 -41.47 66.17 15.00 
111 ARG CZ -30.81 -41.70 65.92 15.00 
111 ARG NH1 -31.74 -40. 77 66.15 15, 00 
111 ARG NH2 -31.18 -42.86 65.41 15.00 
111 ARG C -28.09 -37.07 66.36 15.00 

111 ARG O -28. 58 -35.94 66 .20 15.00 

112 GLO N -27.59 -37.78 65.36 15.00 
112 GLU CA -27.69 -37.35 63.96 15.00 
112 GLU CB -26.37 >37.55 63.21 15.00 
112 GLU CG -25.23 -36.68 63.74 15.00 
112 GLU CD -23.92 ^36.94 63.06 15.00 
112 GLU OE1 -23.53 -36,15 62.19 15 . 00 
112 GLU OE2 -23,25 -37.90 63.42 15.00 
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15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15 . 00 

15,00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15; 00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 







TABLE Vm 


112 GLO C 


-28; 84^ 


-38 . 09 


63 .31 


112 GLU 0 


-29.00 


7-39.31 


63.50 


113 ILE N 


^29; S6 


-37.35 


62,57 


113 ILE CA 


-30.83 


-37. 86 


61 v 85 


113 ILE CB 


-31.^9 




61.73 


113 ILE CG2 


^32>92 


-37.06 


60.63 


113 ILE CGI 


^32 v57 


-36,51 


63 ; 08 


113 ILE CDl 




-35.23 


63.13> 


113 ILE C 




••-3jB^ 42 


60 ; 45 


i 113 XLE p '■' 


--29.74 


-37.79 


59.70 


1 114 PRO N 


. ,:^3^ir 


-39 v62 


60; 13 


114 PRO CD 


-31,77 


-40.50 


60.95 


114 PRO CA 


-3Q;66 


-40.27 


58.84 


• ; : ; : M : 4:;eRO^ CB 




;;%;i->2i 


58; 73 


114 PRO CG 


^31.86 


-41.77 . 


60; 07 


114 PRO C 


-3C$1 


-39; 34 


57.65 


|?ii*; ; :Pife) Q 


—31.62 


— 38;83 


57 . 20 


115 GLU N 


-29 .44 


-39.26 


57.05 


115 GLU CA 


-29.18 


-38.44 


55.87 


115 GLU CB 


-27.80 


-38.78 


55.30 


115 GLU CG 


-27,56 


-38.41 


53,84 


115 GLU CD 


-26.48 


-39.24 


53.21 


115 GLU OE1 


-26.78 


-40,40 


52.85 


115 GLU OE2 


-25.33 


-}8.75 


53.12 


il5 GLU C 


-30.20 


-38.50 


54.78 


115 GLU O 


-30.37 


-39.53 


54.16 


116 GLY N 


-30.90 


-37.40 


54.58 


116 GLY CA 


-31.88 


-37.30 


53 .52 


116 GLY C 


-33.29 


-37.78 


53 .79 


116 GLY O 


-34.11 


-37,73 


52 . 87 


; 117 ASN N 


-33.56 


-38,25 


55.01 


117 ASN CA 


-34.89 


-38v73 


55.36 


117 ASN CB 


-34.76 


-40.00 


56.22 


117 ASN CG 


^36.06 


-40; 77 


56.33 


117 ASN OD1 


-37-13 


-40.29 


55 . 89 


117 ASN ND2 


-35.99 


-41.96 


56.91 


117 ASN C 


-35.76 


-37 .69 


56.07 


117 ASN O 


-35-55 


-37.38 


57 . 23 


118 GLU N 


-36,72 


-37.13 


55.34 


118 GLU CA 


-37.65 


-36.15 


55.89 


118 GLU CB 


-38.29 


-35.34 


54.78 


118 GLU CG 


-37.31 


-34 . 44 


54 . 07 


118 GLU CD 


-38.00 


-33.61 


53.01 



TABLE Vm 

118 GLU 0E1 -38.09 -34.08 51.85 15.00 

118 GLU OE2 -38.48 -32.51 53.32 15.00 

li8 GLO C -38.73 -36.78 56.75 15.00 

118 GLU 0 -39.42 -36.09 57.50 15.00 

119 LYS N -38.84 -38.11 56.68 15.00 
119 LYS CA -39.82 -38.82 57.49 15.00 
119 LYS CB -40.11 -40.20 56 .91 15.00 
119 LYS CG -40.84 -41 . 15 57.86 15.00 
119 LYS CD -41.21 -42.46 57.19 15.00 
119 LYS CE -39.98 -43.29 56 .80 15.00 
119 LYS NZ -38; 99 -43.60 57.92 15.00 
119 LYS C -39.24 -38.95 58.88 15.00 

119 LYS O -39.97 -38.92 59.86 15.00 

120 ALA N -37.92 -39.06 58.95 15.00 
120 ALA CA -37.26 -39.21 60.24 15.00 
120 ALA CB -35.86 -39.73 60.05 15.00 
120 ALA C -37.20 -37,84 60.87 15.00 

120 ALA O -37.26 -37.70 62.09 15.00 

121 LEU N -37.08 -36.82 60.03 15.00 
121 LEU CA -36.98 -35.45 60.51 15.00 
121 LEU CB -36.44 -34.53 59.41 15.00 
121 LEU CG -36.17 -33.05 59.73 15.00 
121 LEU CD1 -35.09 -32.86 60.74 15.00 
121 LEU CD2 -35.74 -32.40 58.46 15.00 
121 LEU C -38.30 -34.95 61.07 15.00 

121 LEU O -38.33 -34.36 62.16 15.00 

122 LYS N -39.40 -35.27 60.39 15.00 
122 LYS CA -40.71 -34.88 60.89 15.00 
122 LYS CB -41.80 -35.31 59.90 15.00 
122 LYS CG -43.25 -35.03 60.34 15.00 
122 LYS CD -44.28 -35.77 59.47 15.00 
122 LYS CE -45.67 -35.70 60; 08 15 . 00 
122 LYS NZ -46.60 -36.58 59.32 15.00 
122 LYS C -40.88 -35.54 62.26 15.00 

122 LYS O -41.33 -34.90 63.22 15.00 

123 ARG N -40.48 -36.81 62 '38 15.00 
123 ARG CA -40.58 -37.50 63.65 15.00 
123 ARG CB -40.25 -38.98 63.52 15.00 
123 ARG CG -41.30 -39.84 62.88 15 .00 
123 ARG CD -41.30 -41.21 63.51 15.00 
123 ARG NE -39.95 -41.78 63.60 15.00 
123 ARG CZ -39.25 -42.23 62.56 15.00 
123 ARG NH1 -39.75 -42.19 61.32 15.00 
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TABLE Vm 

123 ARG NH2 -38.05 -42.77 62.7? 15:00 

123 ARG C -39.70 -36.88 64.73 15,00 

123 ARG O -40.18 -36.62 65.83 15.00 

124 ALA N -38.45 -36.57 64.41 15.00 
124 ALA CA -37.57 -35.99 65.43 15.00 

; ; 124 ALA CB -36-19 -35.74 64 .86 15 .00 

124 ALA C -38.12 -34.71 66.02 15.00 

124 ALA 0 -38.00 -34,46 67.22 15:00 

125 VAL N -38.77 -33.92 65.17' 15v00 
125 VAL CA , -39.36 -32.62 65 .52 15 ;<>0 

■ 125 VAL CB -39.54 -31.74 64.24 15.00 

125 VAL CGI -40.40 -30.50 64.54 15; 00 

125 VAL CG2 -38.15 -31.36 63.70 15.00 

125 VAL C -40.70 -32.75 66> 24 ISjMo 

125 VAL 0 -41.14 -31.81 66.92 15v00 

126 ALA N -41.40 -33.85 66;02 15.00 
126 ALA CA -42.67 -34.05 66.68 15.00 
126 ALA CB -43.57 -35 . 00 65.86 15.00 
126 ALA C -42.42 -34.59 68; 08 ISVOO 

126 ALA O -42.99 -34.11 69.06 15.00 

127 ARG N -41.47 -35.52 68.18 15.00 
127 ARG CA -41.15 -36.15 69.47 15.00 
127 ARG CB -40.71 -37.61 69.26 15.00 
127 ARG CG -41.77 -38.56 68.76 15.00 
127 ARG CD -42.88 -38.82 69.77 15.00 
127 ARG NE -43.75 -39.92 69.33 15.00 
127 ARG CZ -44 .83 -40.35 69.98 15.00 
127 ARG NH1 -45.54 -41.36 69.47 15.00 
127 ARG NH2 -45.21 -39.78 71.13 15 .00 
127 ARG C -40.13 -35,44 70,36 15.00 

127 ARG 0 -40.28 -35.42 71.58 15.00 

128 VAL N -39.07 -34.89 69.76 15.00 
128 VAL CA -37.97 -34.24 70.49 15.00 
128 VAL CB -36.63 -34.58 69.81 15.00 
128 VAL CGI -35.45 -34.03 70.61 15.00 
128 VAL CG2 -36.48 -36.07 69.66 15.00 
128 VAL C -38.10 -32.73 70.56 15.00 

128 VAL 0 -37.92 -32.12 71.63 15.00 

129 GLY N -38.44 -32.14 69.42 15.00 
129 GLY CA -38.57 -30.70 69.33 15.00 
129 GLY C -37.60 -30.09 68.33 15.00 

129 GLY O -37.12 -30.79 67.45 15.00 

130 PRO N -37.31 -28.77 68.42 15.00 
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TABLE Vm 

130 PRO CD -37.83 -27.89 69.47 15.00 

130 PRO CA -36.40 -28.02 67 . 54 15.00 

130 PRO CB -36.13 -26.77 68.34 15.00 

130 PRO CG -37.40 -26>52 68.98 15.00 | 

130 PRO C -35.13 -28.78 67119 15.00 

130 PRO O -34.38 -29.24 68.05 15.00 

131 VAL N -34.91 -28.91 65.89 15.00 
131 VAL CA ^33.78 -29 . 63 65.37 15.00 
131 VAL CB -34.27 -30 . 83 64.56 15,00 
131 VAL CGI -33.10 -31.52 63.87 15.00 
131 VAL CG2 -35.02 -31.76 65,47 15.00 
131 VAL C -32 . 91 ^28,75 64.48 15. 00 

131 VAL O -33.43 -28.02 63.65 15.00 

132 SER N -31.60 ^28.85 64.66 15 .00 
132 SER CA -30.59 -28.13 63.91 15,00 
132 SER CB -29.21 -28.32 64.54 15>00 
132 SER OG -28.89 -27.37 65.52 15.00 
132 SER C -30.50 -28.73 62.50 15.00 

132 SER O -30.34 -29,94 62.34 15.00 

133 VAL N -30.47 -27 1 87 61.50 15.00 
133 VAL CA -30.38 -28.36 60.13 15.00 
133 VAL CB -31.75 -28.35 59 .45 15: 00 
133 VAL CGI -32.73 -29.24 60.17 15.00 
133 VAL CG2 -32.30 -26.98 59.41 15.00 
133 VAL C -29.52 -27.41 59.35 15 .00 

133 VAL O -29.29 -26.29 59.79 15.00 

134 ALA N -29.14 -27.85 58.15 15.00 
134 ALA CA -28.32 -27.08 57.22 15.00 
134 ALA CB -26.99 -27.75 56.97 15 . 00 
134 ALA C -29.14 -27 .06 55.95 15.00 

134 ALA O -29.99 -27.92 55.71 15 . 00 

135 ILE N -28,79 -26.11 55.09 15.00 
135 ILE CA -29.49 -25.93 53.83 15.00 
135 ILE CB -30.82 -25.12 54.04 15.00 
135 ILE CG2 -31.90 -26.00 54 . 64 15.00 
135 ILE CGI -30.57 -23.83 54.85 15.00 
135 ILE CD1 -31.76 -22.91 54.86 15.00 
135 ILE C -28.69 -25.16 52.82 15.00 

135 ILE O -27 .58 -24.73 53.10 15.00 

136 ASP N -29.20 -25.10 51.61 15.00 
136 ASP CA -28.56 -24.32 50.56 15.00 
136 ASP CB -28.74 -24.95 49.18 15.00 
136 ASP CG -28.23 -24.06 48.08 15.00 



136 ASP GDI 


-28.28 


136 ASP 0D2 


-27.73 


136 ASP e 


-29.32 


136 ASP 0 


-30.51 


137 ALA N 


-28.59 


137 ALA CA 


-29.23 


137 ALA CB 


-29.22 


137 ALA C 


-28.65 


137 ALA 0 


-28.89 


138 SER N 


-27.97 


138 SER CA 


-27.34 


138 SER CB 


-26.28 


138 SER OG 


-26.71 


138 SER C 


-28.32 


138 SER 0 


-28.09 


139 LEU N 


-29.42 


139 LEU CA 


-30.44 


139 LEU CB 


-31.60 


139 LEU CG 


-31.57 


139 LEU CD1 


-31.68 


139 LEU CD2 


-30.29 


139 LEU C 


-30.95 


139 LEU 0 


-31.39 


140 THR N 


-3d. 99 


140 THR CA 


-31.41 


140 THR CB 


-31.16 


140 THR OG1 


-30.83 


140 THR CG2 


-30.00 


140 THR C 


-32.86 


140 THR O 


-33.25 


141 SER N 


-33.65 


141 SER CA 


-35.05 


141 SER CB 


-35.80 


141 SER OG 


-34.95 


141 SER C 


-35.15 


141 SER 0 


-35.95 


142 PHE N 


-34.23 


142 PHE CA 


-34.11 


142 PHE CB 


-32.92 


142 PHE CG 


-32.94 


142 PHE CD1 


-33.41 


142 PHE CD2 


-32.54 


142 PHECE1 


-33 . 50 



TABLE Vm 



-24.45 


46, 91 


15.00 


-22;96 


'. v.48^35. 


15.00 


.: -23 . 01 


50:62 


15. 00 


-22;93 


50.35 


15. 00 


-21.94 


50.84 


15.00 


-20.64 


50.97 


^5.00 


-20.22 


•.'.■;52:vi3, : ' 


15 . 00 


'.. -19.55 


50yO7 


15.00 




50.30 


15.00 


-19; 97 


49.00 


15.00 


^19.06 


48.03 


15 . 00 


-19.80 


47.23 


15 .00 


-21.14 


47.02 


15 .00 


-18.41 


; 47.07 


15 .00 


-17.29 


46.57 


15.00 


-19.14 


' 46.81 


15.00 


-18.68 


' " 45.87 


15.00 


-19.68 


• 45.83 


15.00 


-20.77 


■ ' : mi'$k. 


15.00 


-20.14 


43';.f9jv 


15. 00 


-21.58 


' ,44 .84; 


15 .00 


-17.30 


' 46V25 ? 


15.00 


-17.09 


;?47.3:7: 


15 . 00 


-16 .39 


45.28 


15.00 


-15.04 


45.54 


15 . go 


-14.10 


.. 44;30 ; 


15.00 


-14.87 


43.13 


15.00 


-13.22 


44.59 


15.00 


-14. 97 


46.00 


15.00 


-14. 00 


46.66 


15.00 


-15 .99 


45.68 


15.00 


-16.03 


46.09 


15.00 


-17 .14 


45.35 


15.00 


-18.27 


45.17 


15 . 00 


-16.16 


47.60 


15.00 


-15.48 


48.25 


15.00 


-16.95 


48.15 


15.00 


-17.19 


49.58 


15.00 


-18.13 


49.84 


15 .00 


-18.73 


51.21 


15.00 


-20.03 


51.41 


15 . 00 


-17.97 


52.34 


15.00 


-20.55 


52.67 


15.00 



TABLE Vm 



142 PHE CE2 
142 PHE CZ 

142 PHE C 
14 2 PHE O 
14 3 Glil N 

143 GLN CA 
143 GLN CB 
143 GLN CG 
143 GLN CD 
143 GLN OE1 
143 GLN NE2 
143 GLN C 

143 GLN 0 

144 PHE N 
144 PHE CA 
144 PHE CB 
144 PHE CG 
14 4 PHE CD1 
144 PHE CD2 
144 PHE CE1 
144 PHE CE2 
144 PHE CZ 
144 PHE C 

144 PHE O 

145 TYR N 
145 TYR CA 
145 TYR CB 
145 TYR CG 
145 TYR CDl 
145 TYR CE1 
145 TYR CD2 
145 TYR CE2 
145 TYR CZ 
145 TYR OH 
145 TYR C 

145 TYR O 

146 SER N 
146 SER CA 
146 SER CB 
146 SER OG 
146 SER C 

146 SER O 

147 LYS N 



-32 .63 


-18 . 49 


53 .60 


15. 00 


-33;io; 


-19.77 


53 .78 


15.00 


' -33.90 


-15, 87 


50.34 


15 .00 


^-34.57 


-15.60 


51.33 




■ -33.02 


-15.01 


49.84 


iSiOO 


-32>74 
-31.45 


•; -13 . 74 

r : ^13^.:14 


50.49 


15.00 


-30.34 


-14.15 


49.95 
49.75 


15.00 
15 i 00 


-29; 07 


-13.49 


49.24 


15. ob 


-29.02 


-12.26 


49 ; 08 


15.00 


-28.02 


-14 . 29 


49.00 


isvoo 


-33.90 


-12.76 


50.35 


i$:oo 


-34.20 


-12.02 


51-29 


15.00 


. -34.58 


-12.77 


49.20 


15.00 


-35.72 


-11.87 


49.00 


is. po 


-35.76 


-11.31 


47.56 


15.00 


-34.56 


-10.48 


47. 21 


15 :0<3 


-34.12 


-9.49 


48.08 


15.00 


-33.89 


-10.69 


46.02 


15 .q0 


-33.03 


-8.71 


47.77 


15 .00 


-32.80 


■ -9.92 ; 


45.68 


15.00 


-32.36 


-8.93 


46.55 


15.00 


-37.07 


-12.48 


49.36 


15 .00 


-38.09 


-11,81 


49.24 


15 .00 


-37.08 


-13.74 


49.80 


15.00 


-38.31 


-14.45 


50.22 


15.00 


-37.94 


-15 f 77 


50.96 


•' : S:> W 


-39.07 


-16.36 


51.80 


15.00 


-39.94 


-17.34 


51.29 


15vb0 


-41.00 


-17.82 


52.05 


15.00 


-39.30 


-15.88 


53.10 


15 .00 


-40.33 


-16.32 


53 . 86 


15.00 


-41. 19 


-17.29 


53.34 


15 . 00 


-42.25 


-17.67 


54.16 


15.00 


-39.14 


-13.55 


51.14 


15.00 


-38.60 


-12.81 


51.97 


15.00 


-40.45 


-13.64 


51.02 


15 . 00 


-41.31 


-12 .83 


51.88 


15.00 


-41.74 


-11.55 


51.16 


15.00 


-40. 94 


-10.40 


51.51 


15.00 


-42.53 


-13.55 


52.45 


15.00 


-42.89 


-13.33 


53.61 


15.00 


-43 .15 


-14 .44 


51 .68 


15.00 




>»1 







WO 97/16177 : PCT/U S96/17512 

TABLE Vm 

/: ^;:.W7;.LYS CA -44.33 -15.12 52.17 15.00 

147 LYS CB -45.53 -14.22 51.94 15.00 

147 LYS CG -45.80 -13.23 53.02 15.00 

147 LYS CD -46.76 -12.13 52.55 15.00 

147 LYS CE -47 . 91 -12. 66 51 .67 15:00 

147 LYS NZ -48.65 -13.77 52.35 15.00 

147 LYS C -44.63 -16-41 51. 41 15.00 

147 LYS O -44.45 -16.45 50.20 15.00 

148 GLY N -45.09 -17.43 52.10 15.00 
148 GLY GA -45.45 -18.66 51.42 15 .00 
148 GLY C -44.53 -19.82 51.65 15.00 

148 GLY 0 -43.56 -19; 73; 52.41 15.00 

149 VAL N -44.79 -20.91 50.92 15.00 
149 VAL CA -43.99 -22.13 50.98 15.00 
149 VAL CB -44.85 -23.39 50.69 15.00 . 
149 VAL CGI -43.98 -24.66 50.78 15.00 
149 VAL CG2 -45.98 -23.43 51.62 15.00 
149 VAL C -42.91 -22.02 49,90 15.00 

149 VAL O -43.22 -22.06 48 . 72 15.00 

150 TYR N -41.68 -21.79 50.34 15.00 
150 TYR CA -40.49 -21.66 49.49 15.00 
150 Ora CB • -39,31 -21.17 50,33 15.00 
150 TYR CG -38.07 -21.02 49.48 15.00 
150 TYR CD1 -37.90 -19.91 48.65 15.00 
150 TYR CE1 -36.75 -19.75 47.90 15.00 
150 TYR CD2 -37.05 -21.97 49.52 15.00 
150 TYR CE2 -35.89 -21.82 48.77 15.00 
150 TYR CZ -35.75 -20.71 47.97 15.00 
150 TYR OH -34.59 -20.55 47.26 15.00 
150 TYR C -40.04 -22.89 48.73 15.00 

150 TYR O -39.72 -23.95 49.29 15.00 

151 TYR N -39.88 -22.68 47.44 15.00 
151 TYR CA -39.46 -23,73 46.54 15.00 
151 TYR CB -40.63 -24.64 46.18 15.00 
151 TYR CG -40.18 -25.91 45.48 15.00 
151 TYR CD1 -39,56 -26,99 46,24 15.00 
151 TYR CE1 -39.05 -28.12 45.59 15.00 
151 TYR CD2 -40.31 -25.99 44.05 15.00 
151 TYR CE2 -39.83 -27.07 43.37 15.00 
151 TYR CZ -39.19 -28.15 44,13 15.00 
151 TYR OH -38.66 -29.25 43 .41 15.00 
151 TYR C -38.86 -23.09 45,29 15.00 
151 TYR O -39 .45 -22.21 44.68 15.00 



Me 



TABLE Vm 



152 ASP N 
152 ASP CA 
152 ASP CB 
152 ASP CG 
152 ASP 001 
152 ASP 0D2 
152 ASP C 

152 ASP 6 

153 GLU N 
153 GLU CA 
153 GLU CB 
153 GLU CG 
153 GLU CD 
153 GLU 0E1 
153 GLU 0E2 
153 GLU C 

153 GLU O 

154 SER N 
154 SER CA 
154 SER CB 
154 SER OG 
154 SER C 

154 SER O 

155 CYS ; N 
155 CYS CA 
155 CYS C 
155 CYS O 
155 CYS CB 

155 CYS SG 

156 ASN N 
156 ASN CA 
156 ASN CB 
156 ASN CG 
156 ASN OD1 
156 ASN ND2 
156 ASN C 

156 ASN 0 

157 SER N 
157 SER CA 
157 SER CB 
157 SER OG 
157 SER C 
157 SER O 



-37.66 

-36.90 

-35.90 

-35 ,26 

-35.42 

-34.63 

-36.16 

-35.56 

-36.16 

-35.56 

-36.09 

-35.94 

-36.44 

-35.63 

-37.62 

-34.04 

-33.47 

-33.39 

-31.95 

-31.59 

-32.22 

-31.28 

-30.07 

-32.08 

-31,55 

-30.88 

^31.52 

-32.63 

-32.25 

-29.57 

-28.70 

-27.30 

-26.51 

-26.70 

•25.58 

-28.63 

•28.12 

•29.09 

•29.09 

29 .77 

31.03 

27.68 

27.48 



-23.52 

-23.04 

-21 . 97 

-21.25 

-20.01 

-21.92 

-24-28 

-25.00 

-24 .49 

-25, 67 

-25.74 

-24.42 

-24.48 

-24.12 

-24.87 

-25.70 

-26.73 

-24.59 

-24; 48 

-23.07 

-22.78 

-24.79 

-24.67 

-25.19 

-25.49 

-26.84 

-27.87 

-25.43 

-24.44 

-26.79 

-27.97 

-27.52 

-28.59 

-29.78 

-28.18 

-28.71 

-28.19 

-29.96 

-30.77 

-32.11 

-31.95 

-31.08 

-31.52 



44.96 
43.81 
44.26 
43.08 
42.99 
42.23 
43.31 
44.09 
42.00 
,41:38 
39.97 
39.26 
37.83 
36.94 
37.62 
41,31 
40.99 
41.60 
41.56 
41.09 
39.85 
42.91 
43.03 
43.90 
45.23 
45.21 
45.08 
46.33 
47.82 
45.39 
45.38 
44.99 
44.35 
44.62 
43.51 

46.72 
47 .70 

46.73 
47.95 
47.70 
47.10 
48.43 
49.54 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15; 00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15, 00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



TABLE Vm 



158 ASP 
158 ASP 
158 ASP 
158 ASP 
158 ASP 
158 ASP 
158 ASP 

158 ASP 

159 ASN 
159 ASN 
3.59 ASN 
159 ASN 
159 ASN 
159 ASN 
159 ASN 

159 ASN 

160 LEU 
160 LEU 
160 LEU 
160 LEU 
160 LEU 
160 LEU 
160 LEU 

160 LEU 

161 ASN 
161 ASN 
161 ASN 
161 ASN 
161 ASN 
161 ASN 
161 ASN 

161 ASN 

162 HIS 
162 HIS 
162 HIS 
162 HIS 
162 HIS 
162 HIS 
162 HIS 
162 HIS 
162 HIS 

162 HIS 

163 ALA 



N 
CA 
CB 
CG 
OD1 
OD2 
C 
G 
N 
CA 
CB 
CG 
GDI 
ND2 
C 
O 
N 
CA 
CB 
CG 
CD1 
CD2 
C 
O 
N 
CA 
CB 
CG 
GDI 
ND2 
C 

o 

N 
CA 
CB 
CG 
CD2 
ND1 
CE1 
NE2 
C 
O 
N 



-26.71 

-25.34 

-24.69 

-25.32 

-26.15 

-25. 05 

-24.46 

-23.27 

-25.05 

-24.30 

-24.34 

-23.51 

-22.35 

-24. 12 

-24.93 

-25 . 67 

-24.68 

-25.16 

-25.06 

-25.72 

-25.24 

-27.22 

-24.22 

-23.06 

-24.73 

-23.91 

-23 . 61 

-24.84 

-25.71 

-24.92 

-24.42 

-23.75 

-25.60 

-26.13 

-27.12 

-27.63 

-28.89 

-26.82 

-27.56 

-28.82 

-26.80 

-27.41 

-26.61 



-30.93 

-31.23 

-32 .07 

-33.44 

-33.63 

-34.30 

-30.07 

-30.25 

-28.88 

-27.69 

-26.74 

-25.49 

-25.55 

-24.33 

-27.03 

-26.05 

-27.59 

-27.07 

-28.15 

-29.45 

-30.64 

-29.26 

-25.95 

-26.21 

-24.74 

-23.58 

-22.78 

-22.55 

-21.74 

-23.31 

-22.67 

-21.70 

-22.96 

-22.19 

-21.15 

-20.21 

-19.99 

-19.39 

-18.68 

-19.03 

-23.11 

-24.10 

-22.84 



47.55 

47.91 

46.78 

46.67 

45 .75 

47.55 

48.28 

48.57 

48.29 

48.61 

47.42 

47y*2 

48.00 

47.38 

49.82 

49.68 

50.99 

52.24 

53.29 

52 .83 

53 . 62 

52 .91 

52.63 

52.92 

52.74 

53.10 

51.83 

50.93 

51.22 

49.84 

54.23 

54.59 

54.76 

55.86 

55.35 

56.41 

56.84 

57.16 

57.99 

57 .82 

56 . 86 

56.49 

58.14 



15.00 

15.00 

15.00 

15.00 

15-00; 

15.00 

15.00 

15.00 

15 , 00 i 

:;:;:i5^:O0V ;: 
15.00 
15.00 

-v::'l5^00; : :': 
15.00 
15^00 
15.00 
15.00 
15.00 

isvoo 

15.00 
15.00 

^15;i:0p':' : 
15.00 
15.00 
15.00 
15. 00 
15; 00 
15.00 
15.00 

15-00 
15r0O 

15,00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 
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.oc C1 
— ZD.. OX 


' CC il : C 

bp . 4b 


xoo vujx rv 


-An 9 q 


— 9C Q1 


C*j 7o 

bo . 7 / 


ICO ot.v r*2v 

XO O IxLil ; VA 


— A 9 1 C 


—9*7 7 A 
— Z / ..04. 


Co re 
bo .56 


1 C O, Y2T.V O • 
XOO VxuX • L 


_AO 7C 


.77 CO 
-Z / . b2 


CO AO 

62 .09 


XOO Util . LJ 


— Al A 9 


— 97 CO 

— Z. / . DO 


Ci Oi- 

61 .31 


ICQ TVP "M 
XOI7 , • IIK . Ei , 


— A7 Cfi 
""flO • DO 


_ 9 7 O C 


•CI OO 

61.73 


IOj 1 XK LA 


_i!7 OQ 
"40 • ^17 


OQ OQ 

-2o .29 


"'C A O ^ • 

60.36 


ICQ TVt) 

xo y TO Cd 


A*5 C1 

-4o .31 


O Q "7 1 ' 

-29 .71 


59.99 


169 TYR CG 


-44.07 


-30.82 


60.89 


169 TYR CD1 


-45.33 


-31.41 


60.61 


169 TYR GE1 


-45.86 


-32.39 


61.43 


169 TYR GP2 


-43.34 


-31.27 


62. 02 


169 TYR CE2 


-43.88 


-32.28 


62.86 



15.00 
15.00 
15.00 
15.00 

15.0O 

15.00 
15.00 
'-15'. : P0^ 
15.00 
15.00 
15 ; 00 
15 , 00 
15.00 
15.00 

15 .00 

15.00 
15; 00 
15; 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15 . 00 
15 . 00 
15.00 
15.00 
15.00 
15 .00 
15 .00 
15; 00 
15.00 
15.00 
15.00 
15. 00 
15 . 00 
15. 00 
15.00 



W097/16177 



TABLE VIH 



PCT/US9d/17512 



169 TYR CZ 


-45.12 


-32.81 


62.55 


15.00 


169 TYR OH; 


-45:63 


-33.71 


63 .41 


15.00 


169 TYR C 


' "45 . 53 


-28.26 


60,32 


15^00 


169 TYR 0 


-46.20 


-28.25 


61.37 


: 15,00 


170 GLY N 


-46.09 


-28.23 


•' 59.12 


15.00 


170 GLY CA 


-4*-54 ; 


-28.17 


58.95 


15.00 


170 GLY C 


-47.93 


-28. 06 


57.48 


15 .00 


170 GLY 0 


-47.12 


-28.35 


56.61 


15 . 00 


171 ILE N 


.^49^14:^ 


-27.61 


57vi7 


15.00 


171 ILE CA 


. -49.55 


; ; -27.54 


55:;77 


15.00 


171 ILE CB 


"-50.30 


.; -28:85 


55.41 


15.00 


171 ILE CG2 


-51.37 


-29.17 


56.46 


15.00 


171 ILE CGI 


-50^79 


: -28.82 ; 


53; 99 


^S^OO' 


171 ILE CD1 


-51.11 


:- : -3 : :a..2t|; 


53.45 


15,00 
15.00 


171 ILE C 


-50.38 


-26.29 




171 ILE O 


-51.37 


-26.02 


56.10 


15.00 


172 GLN N 


-49.93 


-25.52 


54.44 


15 . 00 


■ 172 GLN CA ' [ 


-50.64 


-24.31 


54:01 


15.00 


172 GLN CB 


,-49.68 


-23.10 


54,05 


15.00 


172 GLN CG 


-50.30 


-21.69 


53.87 


15, 00 


172 GLN CD 


-49.27 


-20.56 


53 .75 


15. 00 


172 GLN OE1 


-48.07 


-20.77 


53.89 


15.00 


172 GLN NE2 


'•-4^:.74; 


-19.35 


53.49 :.' 


15 . 00 


172 GLN C 


-■-5 : l : v25;;. 


:--24^-4 : i:'': 


; :52ji.63t : - 


15. 00 


172 GLN O 


-50.56 


-24.19 . 


■ : 51. 64 


15.00 


173 LYS N 


-52.55 


-24.75 ' 


■'52:: : ^7.: : y:; 


15,00 


173 LYS CA 


-53 .33 


-24.85 


51.32 


15. 00 


173 LYS CB 


-53.40 


-23.48 


50 . 61 


15.00 


173 LYS CG 


-54.16 


-22.39 


51.36 


15.00 


173 LYS CD 


' -53.57 


-22.02 


52.75 


15.00 


173 LYS CE 


-54.37 


-22 . 65 . 


53.92 


15.00 


173 LYS NZ 


-54.04 


-22.06 


55.23 


15.00 


173 LYS C 


. -52 . 85 


-25.93 


50 ->6 


15:00 


173 LYS O 


-52.73 


'h25-:69.;:.. 


49.15 


15.00 


174 GLY N 


■ : K52:. : 6:iV ■ 


-27,11 '. 


50.90 


15 . 00 


174 GLY CA 


-52.15 


-28.21 


50.08 


15:00 


174 GLY C 


-50.64 


-28.26 


50.03 


15, 00 


174 GLY 0 


-50 1 08 


-29 .23 


49.53 


15. 00 


175 AS N N 


-49 .97 


-27,25 


50.58 


15.00 


175 ASN CA 


-48.52 


-27.27 


50.57 


15:00 


175 ASN CB 


-47.92 


-26.00 


49.95 


15.00 


175 ASN CG 


-48.48 


-25.73 


48.57 


15.00 


175 ASN OD1 


-48.53 


-26.61 


47.73 


15.00 




WO 97/16177 



TABLE Vm 



PCT/US96/i7512 



175 ASN ND2 
175 ASN C 

175 ASN O 

176 LYS N 

176 LYS CG 
176 LYS CD 
176 LYS GE 
176 LYS NZ 
176 LYS C 

176 LYS 0 

177 HIS N 
•:■ 177 HIS 

177 HIS %B 
177 HIS GG 
177 HIS GD2 
177 HIS NT)1 
177 HIS CE1 
177 HIS KE2 
177 HIS C 

177 HIS O T 

y-*^8<$R& CA 

178 TRP CB 
178 TRP CG 

s ;.17'8- : i^-dE^:;- 

17 8 TOP GE2 
178 TRP GE3 
178 TRP GDI 
178 TRP NE1 
178 TRP CZ2 
178 TRP GZ3 
178 TRP GH2 
178 TRP C 

178 TRP O 

179 ILE N 
179 ILE CA 
179 ILE CB 
179 ILE GG2 
179 ILE CGI 
179 ILE GDI 
179 ILE C 



-48.96 


-24.51 


-47.94 


-27.50 


-48.04 


-26.66 


-47.37 


-28.69 


-46.71 


-29.13 


-46.28 


-30 . 61 


-47.40; 


-31.59 


-47.20 


-32.92 


-48.36 


-33 .85 


-48.49 


-34 . 80 


-45.51 


-28 . 18 


-45.12 


-27.49 


-44.94 


-28.15 


-43.82 


-27.26 


-44.23 


-25.79 


-45.19 


-25.25 


-45.07 


-25 .11 


^46.37 


-24.62 


-46.93 ' 


-24.11 


-46.16 


-24.40 


-43.08 


-27 . 42 


-43.62 


-27.92 


-41.81 


-27.01 


-40.97 


-27.01 


-39 . 52 ■■ 


-27.41 


-^39,34 


-28 . 83 


-39v46 


-29.91 


-39.29 


-31.11 


-39.70 


-29.97 


-39.09 


-29. 39 


-39/07 


-30.76 


-39.34 


-32 .38 


-39.76 


-31.22 


-39.58 


-32.42 


-41.00 


-25.55 


-41.12 


-24.64 


-41.04 


-25.34 


-41.05 


-23 .98 


-41.99 


-23. 89 


-41.90 


-22.54 


-43 .42 


-24 .18 


-44.37 


-24.29 


-39.62 


-23.75 



48.37 15.00 

51.94 15.00 

52 .86 15.00 

52.07 15.00 

53.27 15.00 

53.08 15.00 
52.68 15.00 
53.41 15; 00 
53.17 15.00 
54.30 15.00 

53.48 15 .00 
52.55 15.00 
54.68 15.00 
54.97 15.00 . 
54.78 15.00 
55.82 15.00 
57.17 15.00 

55.49 15.00 
56.58 15.00 
57.61 15.00 
56.30 15.00 

57.28 15.00 

56 .29 15.00 
57.48 15.00 
57.16 15.00 
56.89 15.00 
57.82 15.00 

57 . 09 15.00 
59.20 15.00 
55.68 15.00 
55.78 15.00 
57.67 15.00 
59.78 15.00 
59.01 15.00 
57.95 15.00 
57.14 15.00 
59.26 15.00 
59.78 15.00 
60.97 15.00 
61.61 15.00 
60.51 15.00 
61.63 15.00 
60.20 15.00 



Mr 



TABLE VHI 



WO 97/16177 

179 ILE O 

180 ILE N 
180 ILE CA 
180 ILE CB 

" 180 ILE CG2 
, 180 ILE CGI 
'. 180 ILE CD1 
180 ILE C 

180 ILE O r 

181 LYS N 

' ".- ■181 r LYs-GA:^-; 

181 LYS CB 
181 : LYS CG 
181 LYS CD > 
\% l8iyLYS; 'CE T : :- ; 
181 LYS NZ 

181 LYS C 
181: LYS O 

182 ASN N 
182 ASN CA 
182 ASN CB 

: - 182 ; ASN CG 

;;i;ip;^^ ; : S OTi ; 

182 ASN ND2 
;V1^2:'jASN; Cr v '; . 

182 ASN 6 

183 SER N 
: 183 SER CA 

183 SER CB 
18 3 ; SER : QG ; ;; 
183 SER C 

183 SER O 
' 184 TRR N 

184 TOP CA 
184 TOP CB 
184 ^ CG: 
184 TOP CD2 
184 TOP CE2 
184 TOP CE3 
184 TOP CD1 
184 TOP NE1 
184 TOP C22 
184 TOP C23 



-39.07 -24.45 
-38.99 -22.78 
-37.58 -22.52 
-36.79 -22.59 
-35.36 -22.38 
-36.99 -23 . 93 
-36.41 -25.01 
] -37.25 -21.18 
-37.82 -20.13 
-36.35 -21.19 
-35.97 -19.95 
-35.83 -20.19 
;C;;?-3-5;.49 -18.92 
-35.36 -19.25 
-35.01 -18.04 
^;^34v86 -18,51 
'•••':.--:3 : 4i64: -19.50 
; N:-33 : V72 -20.32 
i34.49 -18.23 
-33.22 -17.79 
-33.45 -17.10 
-32.32 -17.37 
-31.30 -18.02 
-32.53 .. -16.89 
r-32.54 -16; 84 
-33.16 -16.31 
-31.25 -16.64 
-30.40 -15.74 
-29.16 -16.50 
-28.52 -17.33 
-29.95 -14.52 
-28.81 -14.06 
-30.82 -13.98 
-30.50 -12.82 
-30.71 -13.10 
-29.79 -14.06 
-29.90 -14.58 
-28.80 -15.45 
-30.82 -14.38 
-28.66 -14.61 
-28.06 -15.46 
-28.59 -16.14 
-30.63 -15.04 



61.07 15.00 

59.57 15.00 

59.86 15.00 

58. 57 15.00 

58.83 15.00 

57.91 15.00 

58.75 15.00 
60.52 15.00 
60.17 15.00 
61.49 15.00 
62.16 15.00 
63.65 15.00 
64.45 15.00 
65.93 15.00 

66.76 15.00 
68.16 15.00 
61,61 15.00 

61.54 15.00 
61.27 15.00 
60.71 15.00 
59.34 15.00 
58.34 15.00 
58.65 15.00 
57.09 15.00 
61.68 15.00 
62.60 15,00 
61.45 15.00 
62.23 15.00 

62.75 15.00 

61.76 15.00 
61.41 15.00 
61.56 15.00 

60.55 15.00 
59.71 15.00 
58.22 15.00 
57.58 15.00 
56.26 15.00 
56.05 15.00 
55.22 15.00 
58.11 15.00 
57.20 15.00 
54.84 15.00 
54.04 15.00 



WO 97/16177 



TABLE Vm 



PGT/US96/I7512 



184 TRP CH2 

184 TOP C 
18 4 TOP O 

185 GLY N , .' 
185 GLY CA 
185 GLY C . 

185 GLY 0 

186 GLU N 
186 GLU CA 
186 GLU GB 
186 GLU CG 
186 GLU CD 
186 GLU OE1 
186 GLU OE2 
186 GLU C 

186 GLU O 

187 ASN N 
187 ASN CA 
187 ASN CB 
187 ASN CG 
187 ASN OD1 
187 ASN ND2 
187 ASN C 

187 ASN O 

188 TOP N 
188 TOP CA 
188 TOP CB 
188 TOP CG 
18 8 TOP CD2 
188 TOP CE2 
188 TOP CE3 
188 TOP CD1 
188 TRP NE1 
188 TOP CZ2 
188 TOP CZ3 
188 TOP CH2 
188 TOP C 

188 TOP O 

189 GLY N 
189 GLY CA 
189 GLY C 

189 GLY O 

190 ASN N 



-29.52 

t31^i: 

-31.95 
:-32v75 ; 
>34-;24 l 
;-.t34\:;63; 
-35 w09 
-•36.52 
-37.32 
-36.65 
-37.34 
-36.68 
-38.55 
-36 .99 
-38.10 
-36.14 
-36.46 
-35.60 
-35.84 
-34.92 
-37.10 
-36.21 
-36.21 
-35.89 
-35.66 
-34.39 
-34:20 
-34.69 
-34.21 
-35.48 
-33.48 
-33.48 
-34.50 
-35.76 
-35.28 
^36.80 
-37.29 
-37.22 
-38.30 
-39.53 
-39.85 
-40.23 



-15.92 
-11.59 

-10.70 
-11.51 
-10.34 
-10.61 
-11 . 61 
-9.75 
-10.00 
-9.44 
-9.45 
-8.56 
-8.08 
-8.32 
-9.30 
-9.52 
-8.44 
-7.68 
-6.42 
M5.51. 
-4.82 
-5.46 
-8.52 
-8.00 
>9.79 
-10.68 
-11.49 
-12 .53 
-13.89 
-14 .49 
-14.67 
-12 .37 
-13.54 
-15.83 
-15-96 
-16.55 
^11.63 
-11.96 
-12.09 
-13.05 
-12 .66 
-11.50 
-13.64 



53.84 

60 .02 

59.18 

61.20 

61.52 

61.41 

60.82 

61 . 96 

61.83 

63.01 

64 . 34 

65.32 

66.25 

65.21 

60.56 

60.08 

60.02 

58.83 

58.79 

59.97 

60.44 

60.45 

57.60 

56.49 

57.81 

56.68 

56.84 

55.78 

55.77 

54.59 

56.67 

54.63 

53.91 

54.26 

56.35 

55.16 

56.71 

57.78 

55.53 

55.42 

56.18 

56.32 

56.73 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15:00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15 . 00 

15.00 

15.00 

15.00 



sn 



WO 97/16177 



TABLE Vm 



PCT/US96/17512 



190 ASN CA 
190 ASN CB 
190 ASN CG 
i90 ASN OD1 
190 ASN ND2 
190 ASN C 

190 ASN O 
: 191 LYS N 

191 LYS CA 
191 LYS CB 

■. 191 LYS CG 
191 LYS CD ■ 
191 LYS CE 
191 LYS NZ 
191 LYS C 

191 LYS O 

192 GLY N 
192 GLY CA 
192 GLY C 

192 GLY O 

193 TYR N 
193 TYR CA 
193 TYR CB 
193 TYR CG 
193 TYR CD1 
193 TYR CE1 
193 TYR CD2 
193 TYR CE2 
193 TYR CZ 
193 TYR OH 
193 TYR C 

193 TYR O 

194 ILE N 
194 ILE CA 
194 ILE CB 
194 ILE CG2 
194 ILE CGI 
194 ILE CD1 
194 ILE C 

194 ILE O 

195 LEU N 
195 LEU CA 
195 LEU CB 



-41.43 

-42.42 

-43.81 

-44.10 

-44.72 

-41.04 

-40.92 

-40.80 

-40.39 

-41.62 

-42 .53 

-43.64 

-44.65 

-44; 60 

-39.36 

-39.58 

-38.25 

-37.17 

-37.47 

-36.64 

-38.59 

-38.89 

-40.12 

-39.91 

-39.96 

-39.79 

-39.69 

-39.52 

-39.56 

-39.33 

-39.11 

-39.23 

-39.08 

-39.32 

-37.98 

-36.90 

-38.23 

-36.98 

-39.99 

-39.67 

-41.01 

-41.71 

-43.20 



-13 .31 
-14.44 
-14.05 
-12.89 
-15.00 
-13.20 
-14.22 
-11.98 
-11.79 
-11.71 
-10.45 
-10.73 
-9.57 
-8.96 
-12.83 
-13.50 
-12.96 
-13.89 
-15.35 . 
-16.20 
-15.63 
-17 . 04 
-17.53 
-17.72 
-16.63 
-16.81 
-18.99 
-19.20 
-18.12 
-18.34 
-17.29 
-16.35 
-18.56 
-18.92 
-18.83 
-19.78 
-19 . 04 
^19 .00 
-20.30 
-21.15 
-20.45 
-21.72 
-21.48 



57.46 
57.30 
57.76 
58.14 
57.62 
58.90 
59.57 
59.38 
; 60,76 
61.67 
61.51 
60.48 
60.22 
58 .86 
61.26 
62.27 
60.52 
60.87 
60.56 
60.86 
59.91 
59.63 
60.44 
61.94 
62.83 
64.19 
62.47 
63.79 
64 . 67 
66.03 
58.14 
57.35 
57;75 
56.37 
55.52 
56.01 
54.02 
53.22 
56.33 
57.16 
55.48 
55.30 
55 . 00 



15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15v00 
- 15.00 
15.00 
15.00 
15.00 
15.00 
15; 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15.00 
15.00 



WO 97/16177 TABLE Vm PCT/US96/I7S12 

195 LEU CG -43.96 -20.94 56.22 15.00 

195 LEU CD1 -45.35 -20.46 55.85 15.00 

195 LEU CD2 -44.03 -22.03 57.28 15.00 

195 LEU C -41.08 -22.46 54.14 15.00 

195 LEU O -41.24 -22.03 52.99 15.00 

196 MET N -40.38 ^23.55 54.41 ; 15; 00 
196 MET CA -39.73 -24.28 53 .34 15.00 
196 MET CB -38.30 -24.61 53.74 15.00 
196 MET GG -37 .40 -23 .37 53.79 15,00 
196 MET SD -35.72 -23.74 54.33 15.00 
196 MET CE -35.19 -24.86 53.02 15.00 
196 MET C -40.45 -25.54 52,91 15,00 

196 MET G -40.92 -26.29 53.76 15.00 

197 ALAN -40.52-25.77 51.61 15;00 
197 ALA CA -41.19 -26.95 51.06 15.00 
197 ALA CB -40.98 -26.99 49.58 15.00 
197 ALA C -,4 0.77 -28.28 51; 69 15; 00 

197 ALA O -39.59 -28.51 51.93 15.00 

198 ARG N -41.77 -29,13 51.96 15.00 
198 ARG CA -41.53 -30.45 52.55 15,00 
198 ARG CB -42.18 -30.53 53.94 15.00 
198 ARG CG -42.26 -31.94 54.56 15.00 
198 ARG CD -42.45 -31.86 56.05 15.00 
198 ARG HE -43.59 -31.03 56.41 15.00 
198 ARG CZ -44.85 -31.46 56.47 15.00 
198ARGNHl-45.il -32.72 56.19 15.00 
198 ARG NH2 -45.84 -30.65 56.84 15.00 
198 ARG C -42.05 -31.55 51.67 15.00 

198 ARG O -43.07 -31.41 50.99 15.00 

199 ASN N -41.39 -32.69 51.77 15.00 
199 ASN CA -41.70 -33.89 51.02 15.00 
199 ASN CB -43.17 -34.27 51.14 15.00 
199 ASN CG -43.54 -34.74 52.54 15,00 
199 ASN OD1 -42.66 -34.97 53.39 15.00 
199 ASN ND2 -44.84 -34.86 52.79 15.00 
199 ASN C -41.32 -33.73 49.56 15.00 

199 ASN O -41.24 -34.72 48.84 15.00 

200 LYS N -41.04 -32.51 49.14 15.00 
200 LYS CA -40.66 -32.31 47.77 15.00 
200 LYS CB -40.98 -30.88 47.33 15,00 
200 LYS CG -42.41 -30.50 47.40 15.00 
200 LYS CD -42.69 -29 . 14 46.77 15.00 
200 LYS CE -42.63 -29.16 45.28 15.00 



WO 97/16177 

200 LYS NZ 

200 LYS 0 

201 ASN N 
201 ASN CA 
501 ASN GB 
201 ASN CG 
201 ASN OD1 
2 01 ASN ND2 
201 ASN G 

201 ASN O 

202 ASN N 
202 ASN CA 
202 ASN CB 
202 ASN CG 
202 ASN OD1 
202 ASN ND2 
202 ASN C 

202 ASN O 

203 ALA N 
203 ALA H 
203 ALA CA 
203 ALA GB 
203 ALA C 

203 ALA O 

204 CYS N 
204 CYS CA 
204 CYS C 
204 CYS O 
204 CYS CB 

204 CYS SG 

205 GLY N 
205 GLY CA 
205 GLY C 

205 GLY O 

206 ILE N 
206 ILE CA 
206 ILE CB 
206 ILE CG2 
206 ILE CGI 
206 ILE CDl 
206 ILE C 
206 ILE O 



TABLE Vm PCT/USSK/17512 



-43 . 85 


429.82 


44.77 


15.00 


-39.20 




47i45 


: 15.00 


-38.40 


-31.81 


47.09 


15.00 


-38.85 


-33.95 


47.62 


15 . 00 


-37.50 


: v->34-. : 4:9" 


47.34 


15 .00 


-37.30 


;'/i-34:v:62 ' 


45.82 


15.00 


-38.27 


-35.59 : ■ 


':' 45.16 


15. 00 


-37.88 


;:";-3:6:;36-" 


44.27 


15.00 


-39.56 


-35.52 


45.54 


15.00 


-36.34 


-33.71 


47.95 


15.00 


-35.58 
-36.22 


-33.08 
-33.75 


47.22 


15.00 


-35.14 


-33.08 


49.28 
50.02 


15.00 
15.00 


-33.88 


-33.93 


49.92 


15.00 


-33;.05 


-33.91 


51.18 


15.00 


-33.57 


-33.92 


52.30 


15.00 


-31.73 


: ^-33v90;; : : 


51 . 01 


15.00 


-3-4;;;85':.;: 


-31-68 


49.53 


15.00 


-33.72 




49.20 


15.00 




-30.82 


49.54 


15.00 


-36.60 


-31.08 


50.11 


15.00 


-35.72 


-29.46 


49.02 


15.00 


-36.91 


-28.60 


49.43 


15.00 


-34.46 


-28.80 


49.61 


15.00 


-34.31 


-28.70 


50 .79 


15.00 


-33 ; V5;9-- 


-28.31 


48.74 


15>00 


-32.40 


:,.;-27; : .;62;, 


49.21 


15.00 


-31.47 


-28.47 


50.07 


15.00 


-30.40 


-28.02 


50.45 


15.00 


-32.76 


-26.38 


50.00 


15.00 


-33.64 


-25.09 


49.12 


15.00 


-31.91 


-29.64 


50.49 


15.00 


-31.04 


-30.48 


51.28 


15.00 


-31.30 


-30.32 


52.77 


15.00 


-30.40 


-30.54 


53.58 


15 . 00 


•32.52 


-29.94 


53 .13 


15.00 


32.90 


-29.75 


54.52 


15.00 


•34.33 


-29.12 


54.62 


15.00 


•35.41 


-30.09 


54.17 


15.00 


34.60 


-28.70 


56.06 


15.00 


35.73 


-27.69 


56.23 


15.00 


32.75 


-31.00 


55.45 


15.00 


32.59 


-30.85 


56.66 


15.00 
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TABLE VIE 
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207 ALA N 
' 207 ALA CA 
207 ALA CB 
207 ALA C 

207 ALA O 

208 ASN N 
208 ASN CA 
208 ASN CB 
208 ASN CG 
208 ASN GDI 
208 ASN ND2 
208 ASN C 

208 ASN O 

209 LEU N 
209 LEU CA 
209 LEU CB 
209 LEU CG 
209 LEU CD1 
209 LEU CD2 
209 LEU C 

209 LEU O 

210 ALA N 
210 ALA H 
210 ALA CA 
210 ALA CB 
210 ALA C 

210 ALA G 

211 SER N 
211 SER CA 
211 SER CB 
211 SER OG 
211 S ER C 

211 SER O 

212 PHE N 
212 PHE CA 
212 PHE CB 
212 PHE CG 
212 PHE GDI 
212 PHE CD2 
212 PHE CE1 
212 PHE CE2 
212 PHE CZ 
212 PHE C 



-32.81 
-32.67 
-33 .80 
-31.34 
-31.17 
--30:36 
-29 . 04 
-28.34 
-28.78 
-29.25 
-28.60 
-28.08 
-21.28 
-28.08 
-27:19 
-26.07 
-24,73 
-24.il ! 
-23.76 
-27.97 
-27.72 
-28; 79 
-29 .19 
-29.59 
-31,08; 
-29,19 
-28.91 
-29.24 
-28.94 
-27.44 
-26.78 
-29.57 
•30.17 
•29.43 
•29.96 
31.46 
31.78 
32.33 
31.61 
32.71 
31.98 
32.54 
29 . 16 



• -32.22 
-33.38 
-34.33 
-34.09 
-35.20 
;>33;ii45" : .. 
-34 . 07 " 
-33:45 
-34.07 
>35:v-2l ; : ; 
-33.31 
-34.01 
-34 .93 
-32.88 
-32.64 
-31.64 
-31:;69 : ;- 
-33:07 ■■ . 
-30.66 
-32:12 ' 
-30.99 
-32.99 
-33:47 ' 
• -32;.5ir--. 

-32.79 ' 
: -j33.24 : 
-34.44 
-32 .48 
-33.06 
r33 .22 
-31 .96 
-32.31 ' • 
-31.24 
>32 > 92 
-32.40 
-32.75 
-34.22 
-34.84 
-34.97 
-36.19 
-36.30 
-36.91 
-32.88 



54.92 

55.79 

55.58 

55.63 

56.13 

55.00 

54.76 

53.52 

52.18 

52.11 

51.12 

.55.94 

56.15 

56.64 

57.78 

57.40 

58.15 

58,09 

57:52 

59.02 

59. 50 

59 .65 

58, 90 

60.77 

60,54 

62 .06 

62 . 09 

63 . 17 

64.47 

64.70 

64 .75 

65.62 

65.41 

66.81 

68.07 

68.27 

68.27 

67.14 

69.41 

67.17 

69.45 

68.33 

69.27 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



15.00 


15 


.00 


15 


.00 


15 


.00 


15 


.00 


15 


iOO 


15 


.00 


15 


.00 


15 


.00 


15 


.00 


15 


.00 


15 


.00 


15. 


.00 


15. 


00 


15. 


,00 


15, 


00 


is. 


00 


15. 


00 


15. 


00 


15. 


00 




wV 


15. 


00 


15- 


00 


15. 


po 


15. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 


00 
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TABLE Vm 



PCT7US96/17512 



212 PHE 0 


-28.56 


-33.95 


213 PRO N 


-29.11 


-32.06 


213 PR0 CD 


^29.69 


-30. 71 


213 PRO CA 


-28.36 


-32.43 


213 PRO CB ■ ■ 


-28.14 


-31 . 08 


213 PRO: CG 


-29.45 


-30.47 


213 PRO C 


-29.19 


-33.38 


213 PRO 0 


-30.42 


-33.47 


214 LtfS'.N^ - 




-34.16 


214 LYS CA 


; ^29. : 2'4^ 


r35.05 


214 LYS CB 


-28.57 


' -36.43 


214 LYS CG 


^28.79 


-37.24 


•: ; 21-4v:LYS : ^Cb1>'.-. 


■^28.01 


-38-56 


214 LYS CE 


' -28; 46 


-39.53 


214 Lys:{nz 


-27.39 


-40.57 


214 LYS C 


-:29;05 


■: -34 .34 


214 LYS 0 : 


-27.98 


-33.76 


■ :215 ; '-.HETi N'' : ;:v" 


; -30.08 


-34.35 


215 MET CA 


-29 .99 


-33 . 65 


215 MET CB 


-31.12 


-32 . 61 


215 MET CG 


-30.96 


-31.28 


215 MET SD 


-29.93 


-30.01 


215 MET CE 


-31.16 


-28.81 


215 MET C 


: V:>2^93 ' 


-34.56 


215 MET OT1 


-28.98 


-34.44 


215 MET OT2 


-30.83 


-35.40 


216 HOH OH2 


-32.26 


-16.46 


217 HOH OH2 


-29.10 


-19.91 


218 HOH OH2 


-10.46 


-12.34 


219 HOH OH2 


^16.64 : 


-12.04 


220 HOH 0H2 


-35.65 


-23 ,61 


221 HOH OH2 


-30 .42 


-35.41 


222 HOH OH2 


• -31.55 


-20.39 


223 HOH OH2 


-25,68 


-31.53 


224 HOH OH2 


-12.63 


-8.84 


225 HOH OH2 


rl4 .75 


-22.14 


226 HOH OH2 


-44 . 50 


-27.54 


227 HOH OH2 


-46.66 


-35.25 


228 HOH OH2 


-41.69 


-17 . 81 


229 HOH OH2 


-31.65 


-20.57 


230 HOH OH2 


-19.45 


-17.08 


231 HOH OH2 


-14 .47 


-31.20 


232 HOH OH2 


-44.49 


-25.3? 



69.23 15.00 

70.33 15.00 

70.50 15.00 

71.53 15.00 

72.20 15.00 

72.01 15.00 

72.46 15.00 

72.36 15.00 

73.30 15.00 

74.22 15.00 

74.20 15.00 

72.91 15.00 

72 .92 15.00 
71.81 15.00 
71.71 15.00 
75.56 15.00 
75.79 15.00 
76.41 15.00 
77.70 15.00 
77.90 15.00 
77.20 15.00 
77.96 15.00 
78.53 15.00 
78.90 15.00 
79.69 15.00 
79.08 15 . 00 
65.37 15.00 
62.23 15.00 
64.01 15 .00 
73 . 86 15.00 

70.00 15.00 
58.75 15.00 
66.10 15.00 

62.01 15.00 
62.20 15.00 
66.35 15.00 
49.50 15.00 
56.37 15.00 
69.13 15.00 
63.48 15 . 00 
56.43 15.00 
62.15 15.00 
44.32 15.00 



WO 97/16177 

233 HOH OH2 -23.11 

234 HOH OH2 -24.80 

235 HOH OH2 -31.22 
/ 236 HOH OH2 -37 .21 

237 HOH OH2 -37 .54 

238 HOH OH2 -48.22 

239 HOH OH2 -29.06 

240 HOH OH2 -35.53 

241 HOH OH2 -16.66 
• 242 HOH OH2 -17 . 42 

243 HOH OH2 -10.92 

v" : 244 HOH OH2 -9.58 

245 HOH OH2 -46.35 

246 HOH OH2 -34.19 

247 HOH OH2 -36.78 
'•' 248 HOH OH2 -42.43 

249 HOH OH2 - : ; : -41. 62 

250 HOH OH2 -48.81 
: 251 HOH OH2 -41 . 55 

252 HOH OH2 -26.21 

253 HOH OH2 -33. 78 

254 HOH OH2 -20.04 

255 HOH 0H2 -17.20 

256 HOH OH2 -35.58 

257 HOH OH2 -13.46 

258 HOH OH2 =-8vO0 

259 HOH QH2 -21.06 

260 HOH OH2 -25 .94 

261 HOH OH2 -12 .35 

262 HOH OH2 -33.29 

263 HOH OH2 -20.24 

264 HOH OH2 -13.21 

265 HOH OH2 -21.34 

266 HOH OH2 -29. 60 

267 HOH OH2 -25 . 80 

268 HOH OH2 -32.98 

269 HOH OH2 -23.16 

270 HOH OH2 -34.03 

271 HOH OH2 -36.71 



TABLE Vm 


-31.07 


62.02 


-4.69 


68.36 


-18.66 


68,39 


-27.28 


51.82 


-25.42 


49.65 


-33.37 


57.46 


-10.11 


76.59 


-14.09 


77 .20 


-4.74 


70.29 


-8 .40 


75.32 


-18.14 


70.16 


-20.04 


78. 06 


-17.06 


54.42 


-29.40 


45.76 


-37 .90 


52 . 62 


-35.18 


56.19 


-19.52 


71.38 


-19.01 


73 . 95 


-15.71 ' 


71 . 06 


-9.24 


68.97 


-8.96 


64.11 


-8.25 


62.53 


-6.33 


64.20 


-40.12 


65:37 


-24.38 


76.78 


-25.77 


61.24 


-27.44 


51.53 


-34.05 


61.10 


-29.04 


72.99 


-40.38 


63.87 


-23.70 


87 . 14 


-12 .02 


62.79 


-33 .08 


61.27 


-16.68 


41.72 


-19.25 


42.13 


-34.45 


47.05 


-31.07 


42.89 


-29.11 


42.28 


-26.01 


46.91 
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15.00 

15. 00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15 4 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE K 



PCT/US96/17512 



Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors 0) for the cathepsin K 

complex with inhibitor 4- [N- 
I (phehylmethoxy) carbonyl J -L-leucyl J -1-n [N- (methyl) - 
L-leucyl) :]~3-pyrr61idinone . 

Residue Atom X Y z b 

(55.64 15 .00 

63.24 15.00 

62.79 15.00 

63.97 15.00 

64.19 15.00 

62.91 15.00 

63.46 15.00 

62.00 15 . 00 

62.07 15.00 
63,41 15.00 
62.50 15.00 
63.67 15.00 
61.64 15.00 

62.01 15.00 

61.08 15.00 
61.77 15.00 
62.18 15.00 
61.89 15.00 
61.94 15.00 
61.06 15.00 

62.85 15.00 

62.86 15 . 00 
62.15 15.00 
62.82 15.00 
64.25 15.00 
65.22 15.00 
64.35 15.00 
65.61 15.00 
66.10 15.00 
67.51 15.00 
66.04 15.00 
65.45 15.00 
64.55 15.00 
66.33 15.00 



1 ALA CB 


-54.23 


-33.20 


1 ALA C 


-53.54 


-33.00 


1 ALA 0 


-52.73 


-33.83 


1 ALA N 


-54 .89 


-34.90 


1 ALA CA 


-54.65 


-33 .45 


2 PRO N 


-53.49 


-31.70 


2 PRO CD 


-54.26 


-30.56 


2 PRO CA 


-52.44 


-31,22 


2 PRO CB 


-52,58 


-29.69 


2 PRO CG 


-53.25 


^29; 45 


2 PRO C 


-51 .07 


^31.68 


2 PRO 0 


-50.74 


-31 .50 


3 ASP N 


-50.31 


-32.35 


3 ASP CA 


-48.98 


-32.84 


3 ASP CB 


-48.55 


-33v?8 


3 ASP CG 


-47.66 


-35.01 


3 ASP OD1 


-46.52 


-34.66 


3 ASP OD2 


-48.10 


-36 v :17 


3 ASP C 


-48.00 


-31; 68 


3 ASP O 


-47. 13 


-3 IV 65 


4 SER N 


-48.12 


-30.72 


4 SER CA 


-47.23 


-29.56 


4 SER CB 


-47 .87 


-28; 37 


4 SER OG 


-49.05 


-27.95 


4 SER C 


-46.76 


-29.14 


4 SER O 


-47.54 


-29,19 


5 VAL N 


-45.50 


-28.70 


5 VAL CA 


-44.91 


-28.26 


5 VAL CB 


-43.77 


-29.21 


5 VAL CGI 


-43.35 


-28.82 


5 VAL CG2 


-44.19 


-30.65 


5 VAL C 


-44.29 


-26.87 


5 VAL 0 


-43.47 


-26.65 


6 ASP N 


-44.64 


-25.95 
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TABLE K 
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6 ASP CA 
6 ASP CB 
6 ASP CG 
6 ASP OD1 
6 ASP OD2 
6 ASP C 

6 ASP G 

7 TYR N 
7 TYR CA 
7 TYR CB 
7 TYR CG 
7 TYR CD1 
7 TYR CE1 
7 TYR CD2 
7 TYR CE2 
7 TYR CZ 
7 TYR OH 
7 TYR C 

7 TYR O 

8 ARG N 
8 ARG CA 
8 ARG CB 
8 ARG CG 
8 ARG CD 
8 ARG ME 
8 ARG CZ 
8 ARG NH1 
8 ARG NH2 
8 ARG C 

8 ARG O 

9 LYS N 
9 LYS CA 
9 LYS CB 
9 LYS CG 
9 LYS CD 
9 LYS CE 
9 LYS NZ 
9 LYS C 

9 LYS O 
10 LYS N 
10 LYS CA 
10 LYS CB 



-44.10 

-45.17 

-44.59 

-43.41 

-45.34 

-43.52 

-44.20 

-42.27 

-41.62 

-40.20 

-40.20 

-40.68 

-40.76 

^39,81 

-39.89 

-40.37 

-40.51 

-41.63 

-41.57 

-41.74 

-41.77 

-41.86 

-40.77 

-41.01 

-42.34 

-42.70 

-41.83 

-43.94 

-42.94 

-42.79 

-44.10 

-45.29 

-46.53 

-46 . 84 

-48.15 

-48.39 

-49.58 

-45.18 

-45.95 

-44.18 

-43.99 

-43.71 



—24.60 
-23.57; 
-22 .26 
-21.95 
-21.52 
-24.32 
-23.78 
-24.69 
-24 . 50 
-25.08 
-26.58 
-27V24; 
-28.62 
-27.36 
-28.74 
-29 .36 
-30.72 
-23 .07 
-22.84 
-22.11 
-20.68 
-19.77 
-19.98 
-19.12 
-19.33 
-18.96 
-18.36 
-19.18 
-20.39 
-19.67 
-20.98 
-20 . 80 
-21 .26 
-20.43 
-20.86 
-20.il 
-20. 62 
-21.53 
-21.29 
-22.40 
-23.17 
-24.63 



66 .28 

65.90 

65.40 

65.68 

64.73 

67.66 

68.53 

67.85 

69.13 

69 . 12 

69.20 

70.33 

70.38 

68.11 

68.15 

69.29 

69.31 

69 . 62 

70.83 

68.70 

69.08 

67.84 

66.80 

65.58 

65.02 

63 . 80 

63.00 

63.38 

70.02 

71.02 

69.72 

70.53 

69.78 

68.56 

67.92 

66.62 

65. 88 

71.85 

72.77 

71.95 

73.16 

72.80 



15 . 00 

15.00 

15.00 

15 . 00 

15,00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15 .00 

15^00 

15.00 

15.00 

;^5^oo- 

15; 00 
15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15 .00 
15.00 
15,00 
15.00 
15 . 00 
15.00 
15 .00 
15 .00 
15.00 
15 . 00 
15 .00 
15.00 
15.00 
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TABLE DC 
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10 LYS CG 


-44i67 


10 LYS CD 


-44.34 


10 LYS CE 


-44.42 


10 LYS NZ 


-45.74 


10 LYS C 


-42.92 


10 LYS 0 


-42.70 


11 GLY N 


-42.24 


11 GLY GA 


-41.21 


11 GLY C 


-39.83 


11 GLY 0 


-38.92 


12 TYR N 


-39.68 


12 TYR GA 


-38.41 


12 TYR CB 


-38.63 


12 TYR CG 


-39.27 


12 TYR CD1 


-40.37 


12 TYR CE1 


-40.97 


12 TYR CD2 


-38.78 


12 TYR CE2 


-39.37 


12 TYR CZ 


-40.45 


12 TYR OH 


-41.02 


12 TYR C 


-37 .36 


12 TYR 0 


-36.22 


13 VAL N 


' -37.76 


13 VAL CA 


-36.86 = 


13 VAL CB 


-37 .38 


13 VAL CGI 


-36.34 


13 VAL CG2 


-37.75 


13 VAL C 


-36.62 


13 VAL O 


-37 .55 


14 THR N 


-35 .38 


14 THR CA 


-35.04 


14 THR CB 


-33.58 


14 THR OG1 


-32.76 


14 THR CG2 


-33.39 


14 THR C 


-35.25 


14 THR 0 


-35.59 


15 PRO N 


-35.10 


15 PRO CD 


-35.02 


15 PRO CA 


-35.29 


15 PRO CB 


-35 .03 


15 PRO CG 


-35.58 


15 PRO C 


-34.27 



-25.19 


71.78 


15.00 


-26.64 


71.49 


15.00 


: ^2:7^48 ■ 


72.76 


15.00 


-27.26 


73.43 


15.00 


-22 . 65 


74 ill 


15 . 00 


-23.25 


75.15 


15. 00 




73:73 


15.00 


-21.00 


74.58 


15.00 




74.47 


15.00 


-21.31 


75.21 


15.00 


-22.56 


73.52 


15.00 


. -23.26 


73.31 


15 .00 


-24.56 


72.54 : 


15 .00 


-25.70 


73.30 


15.00 


-25.50 


74.13 


15.00 


-26.57 


74.82 


15 .00 


-27 .00 


73.17 


15.00 


-28.07 


73.84 


15.00 


-27.85 


• : : 74.66 


15 ; 00 


-28.91 


75.33 


15. 00 


■;-;22 : :.;43;;; 


72 . 56 


15.00 


--22;v«6, '. 


72.46 


15.00 


,^21>27 : 


72.03 


15.00 


-20.43 


.■:,7J:^3i,' 


15.00 


-20.33 •• 


69.78 


15.00 


: --^9^72:--; 


68.89 


15 . 00 


-21.69 


69.26 


15.00 


^19.00 


71.75 


15.00 


-18.32 


72.18 


15.00 


-18.53 


71.67 


15.00 


-17.18 


72.11 


15.00 


-17 .11 


72.54 


15 .00 


-17.76 


71.55 


15,00 


-17.76 


73.88 


15.00 


-16.15 


70.99 


15.'. 00 


-16.51 : . 


69.86 


15.00 


-14.85 


71.31 


15 . 00 


-14.21 


72.63 


15.00 


-13 .83 


70 .27 


15.00 


-12 .54 


71.03 


15. 00 


-12.84 


72.37 


15 , 00 


-14.02 


69.14 


15.00 



WO 97/16177 



TABLE DC 



PCT/US96/I7512 



15 PRO 0 


-33.20 


-14. 57 


69 36 


16 VAL N 


-34 63 


-13 .62 




16 VAL CA 


-33 .72 


-13 .74 


66 79 


16 VAL : GB 


-34.41 


-13 .41 


65; 45 


16 VAL GG1 


-33.40 


-13.43 


64.31 


16 val edi 


-35.52 


-14.40 


65.18 


16 VAL C 


-32.53 


-12 .82 


67 .01 


16 VAL 0 


--32,69 


-11.69 


67 • 46 


17 LYS N 


-31.34 


-i3>ao 


66v69 


17 LYS CA 


-30.16 


-i2v50 


66 1 138 


17 LYS GB 


-29. 27 


-13 .11 


67 95 


17 LYS CG 


-29.97 


-13 18 


69 30 


17 LYS CD 


-29-17 


•' -13 , 95 


l6 33 


17 LYS GE 


-29.96 


-14;i2 


71 61 


17 LYS NZ 


-31.23 


-14; 87 


71+36 


17 LYS C 


-29 .41 


-12 130 


65 58 


17 LYS 0 


-•29. 51 


-13 .11 


64. 66 


18 ASN N 


-28v;68 


18-::. 


65 51 

• VV.-«:— — 


18 ASN CA 




-10:84 


64 33 


18 ASN CB 


-28.01 


-9.37 


63 QQ 


18 ASN CG 


-27.30 


-91 03 


62 72 


18 ASN OD1 


-27.10 


-9.90 


61 88 


18 ASN ND2 


-26.89 


:'• : -7:-v7.8 v 


62 57 


18 ASN C 


-26.42 


-ii v2I 


64 52 


18 ASN 0 


]. -i5. 77 


-10. 70 


65 , 43 


19 GLN N 


--25.89 


-12. 04 


63,63 


19 m : CA 


-24.50 


-12v46 


63.73 


19 GLN CB 


-24.24 


-13.75 


62.96 


19 GLN CG 


-24.32 


-13 .63 


6i .47 


19 GLN CD 


-24.07 


-14.96 


60.80 


19 GLN OE1 


-25.01 


-15.66 


60.43 


19 GLN NE2 


-22; 81 


-15.32 


60 . 65 


19 GLN C 


-23 .48 


-11.40 


63 .36 


19 GLN 0 


-22.32 


-11,48 


63 . 76 


20 GLY N 


-23 .90 


-10 .40 


62 , 59 


20 GLY CA 


-22.99 


-9.33 


62.22 


20 GLY C 


-21.93 


-9.72 


61 22 


20 GLY 0 


-22 .06 


-10.71 


60.52 


21 GLN N 


-20.86 


-8.94 


61.15 


21 GLN CA 


-19.79 


-9.22 


60.22 


21 GLN CB 


-19.10 


-7.92 


59 .77 


21 GLN CG 


-20.08 


-6.82 


59.31 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15-00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15 .00 

15.00 

15.00 

15 . 00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



WO 97/16177 



TABLE DC 



PCT/USW17512 



21 GLN CD 


-21.21 


-7.35 


21 GLN OE1 


-20.98 


-7.83 


21 GLN NE2 


-22.44 


-7.28 


21 GLN C 


-18.81 


-10.21 


21 GLN 0 


-17.67 


-9.87 


22 CYS N 


-19. 29 


■ rll.45 


22 CYS CA 


-18.53 


-12.54 


22 CYS C 


-19; 20 


-13.84 


22 CYS 0 


-20 ; 43 


-13.93 


22 CYS CB 


-18.48 


-12.40 


22 CYS SG 


' ' -18.13 


-13.92 


23 GLY N 


. -i8;i2 


-14 ; 83 


23 GLY CA 


-19.01 


-16.09 


23 GLY C 




-17.04 


23 GLY O 


-18.80 


-18.16 


24 SER N 


-20.21 


-16.60 


24 SER CA 


-20.58 


-17. 40 


24 SER CB 


-20.34 


-16.63 


24 SER OG 


-21.04 


-15.40 


24 SER C 


-22; 00 


-17.93 


24 SER 0 


-22.68 


-18.02 


25 CYS N : 


-22.46 


-18.32 


25 CYS CA 


-23. '80 


-18.84 


25 CYS CB 


:^24. : 25;/ 


-18. 85 


25 CYS SG 




-19.72 


25 CYS C 


-23.89 


-20.22 


25 CYS 0 


-24 ; 95 


-20.62 


25 INH CI 


\t26.58 


-9.77 


25 INH C2 


. -26.25 . 


-10.40 


•25 INH C3 


-25.06 


-11 . 13 


25 INH C4 


; -24.20 


-11.22 


25 INH C5 


-24.54 


-10.58 


25 INH C6 


-25.72 


-9.86 


25 INH C7 


-22 .95 


-12.04 


25 INH 08 


-22.93 


-12.74 


25 INH C9 


-23.31 ' 


-14 . 09 


25 INH 01 0 


-24.36 


-14.56 


25 INH Cll 


-22.67 


-16.23 


25 INH C12 


-22 . 36 


-16.56 


25 INH C13 


-23.44 


-17.20 


25 INH Cl4 


-24.11 


-18.35 


25 INH C15 


-24.46 


-16.19 



58.42 

57.31 

58.92 

60.83 

61.14 

61.00 

61 .60 

61.19 

61.23 

63 .13 

64,07 

60.76; 

60.33 

61.47 

61.54 

62.36 

63.52 

64.80 

64.76 

63 . 45 

64 .46 

62.28 

62.17 

60.71 

59.59 

62.84 

63.34 

58.47 

57.28 

57 .18 

58.27 

59.46 

59.56 

58.18 

56.96 

56.78 

57.24 

55 . 81 

54.34 

53.45 

54.17 

52.94 



15. 00 

15.00 

15; 00 

15.00 

15.00 

15.00 

15 . 00 

15 . 00 

15.00 

15 . 00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15,00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15. 00 

15.00 

15.00 



WO 97/16177 



TABLE DC 



PCT/US96/17512 



25 XNH C16 
25 INH 017 
25 INH N18 
25 INH C19 
25 INH N20 
2 5: INH C21 
25 INH C22 
25 INH 023 
25 INH C24 
25 INH C25 
25 INH C26 
25 INH C27 
25 INH C28 
■ 25 INH C2 9 
25 INH C30 
25 INH 031 
25 INH N32 
25 INH C33 

25 INH N34 

26 TRP N 
26 TRP CA 
26; TRP CB 
26 TRP CG 
26 TRP CD2 
26 TRP CE2 
26 TRP CE3 
26. TRP CD1 
26 TRP NE1 
26 TRP CZ2 
26 TRP CZ3 
26 TRP CH2 
26 TRP C 

26 TRP O 
2 7 : ALA N 

27 ALA CA 
27 ALA CB 
in ALA C 

27 ALA O 

28 PHE N 
28 PHE CA 
28 PHE CB 
28 PHE CG 



-21.76 

-20.87 

-21.99 

-21.15 

-22 .45 

-20.81 

-21:63 

-21.62 

-17.90 

-20.20 

-21.15 

-21.28 

-19.93 

-22.00 

-20.37 

-20.24 

-20.66 

-20.82 

-18.81 

-22.76 

-22.67 

-21.35 

-20,14 

-19.45 

-18.44 

-19.61 

-19.51 

-18.50 

-17.59 

-18.76 

-17 .76 

-22.83 

-23.50 

-22.22 

-22.28 

-21.34 

-23.71 

-24.15 

-24.44 

-25.83 

-26.28 

-25.77 



-17.01 

-16.42 

-18.32 

-18.98 

-14.81 

-20.41 

-18.99 

-17.88 

-23.12 

-23.31 

-24.49 

-25.45 

-25 .80 

-26.71 

-22.34 

-22.76 

-21.04 

-20.11 

-23.74 

-20.93 

-22.24 

-22 .95 

-22.22 

-22.41 

-21.43 

-23.30 

-21,18 

-20.70 

-21.32 

-23.19 

-22.21 

-22.09 

-22.90 

-21.05 

-20.76 

-19.64 

-20.40 

-20.67 

-19.79 

-19.42 

-18.29 

-16.95 



56.78 
57 .43 
56.91 
57.84 
56,08 
' 57.54 
59.30 
59.81 
57.09 
57.89 
58.06 
56.87 
56.26 
57.30 
59.06 
60.20 
58.80 
59.89 
57.85 
. 62.89 
63.53 
63.19 
63.67 
64.92 
65.00 
65.99 
63.05 
63 .84 
66.10 
67.08 
67.13 
65.05 
65.69 
65.60 
67.03 
67.37 
67-41 
68.53 
66.48 
66.72 
65.81 
66.24 



15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15 .00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



WO 97/16177 



TABLE K 



PCT/US96/.7512 



2ft PHP PHI 


-9 A *%1 


2ft php pti9 


-96 *%9 


9ft PHP PP1 
zo rnr« v»x>x 




9 ft php pp9 

a o rn£i wm6 


-96 09 


2ft PHP P7 


-9 A 7 ft 
ZtI / O 


2ft PHP P 


-26 76 


2 ft PHP O 


-97 71 


2 9 SER N 


-26.51 


29 SER CA 


-27 33 


29 QPP PR 


-2 6 ft ft 


99 cpr nn 


—97 59 


9 Q epp p 


-27 29 


9 Q CPP n 

*J OLA C 


-9ft 90 
zo . zu 


i o QPR M 


-26 01 
, z o - vx 


rn cpp pa 


-95 70 


i n CPR PR 


-24 1 9 


10 ^PP fV5 


-91 51 


10 <?PR P 


-26 14 


10 3PP o 


-26 97 

~ZU • J / 


11 VAT. N 


-96 15 

— ZQ . X-) 


1 1 VAT PA 


-96 71 

ZD • / X 


11 VAT. PR 


-96 91 

ZD. Z J 


n vat rv2i 


-97 1 ^ 
Z / .13 


11 VAT. Pf29 

JX V/Ul wUZ 


-9 A 81 

Z% • OJ 


11 VAL P 


-2 ft 21 

ZO . Z-> 


11 VAT. n 


-28 ft6 
z o • o o 


12 GLY M 


-2 ft ft2 
zo • oz 


19 GT.Y PA 


-10 26 

J V • ZO 


12 GLY C 


-10 78 


19 GLY O 


-31 86 

W X * O V 


33 ALA N 

w nun ii 


-10 07 


33 ALA CA 


-30.50 


33 ALA CB 


-29 . 65 


33 ALA C 


-10 17 


33 ALA O 


-11 29 


34 LEU N 


-29 .24 


7 A T TTTT 7\ 
lxCiU LA 


-zo . yt> 


34 LEU CB 


-27 . 57 


34 LEU CG 


-26.28 


34 LEU CD1 


-25.11 


34 LEU CD2 


-26.17 


34 LEU C 


-30.00 



-16.50 65.83 15.00 

-16,16 67 .11 15.60 

-15.31 66.28 15.00 

-14.96 67.56 15^00 

-14.53 67.15 15.00 

-20,62 66.63 15,00 

-20.74 67.40 15 .00 

-21.50 65,67 15.00 

-22.69 65.53 15.00 

-23.54 64.35 15 . 00 

-24.76 64.31 15.00 

-23.49 66.82 15.00 

-23.61 67.54 15.00 

-23.95 67.12 15.00 

-24.75 68.32 15.00 

-24.86 68.50 15.00 

-25.04 67.27 15i00 

-24.24 69.61 15, 00 

-25.00 70.37 15,00 

-22.96 69.88 15.00 

-22 . 32 71.06 15.00 

-20.85 71.13 15.00 

-20.01 71.98 15.00 

-20.81 71.69 15.00 

-22.44 71.03 15.00 

-22.74 72.04 15.00 

-22.26 69.85 15.00 

-22.36 69.72 15.00 

-23.75 70.03 15.00 

-23.89 70,62 15.00 

-24.78 69.61 15.00 

-26.14 69.90 15,00 

-27.14 69,16 15,00 

-26.36 71.40 15.00 

-26.85 72.05 15.00 

-25.92 71.96 15.00 

-26.04 73.40 15.00 

-25.50 73.75 15.00 

-26.23 73.40 15.00 

-25.32 73.73 15.00 

-27.53 74.19 15.00 

-25.35 74.28 15.00 



WO 97/16177 



TABLE DC 



PCT/US96/17S12 



34 LEU O 

35 GLU N 
35 GLU CA 
35 GLU CB 
35 GLU CG 
35 GLU CD 
35 GLU OE1 
35 GLU OE2 
35 GLU C 

35 GLU 0 

36 GLY N 
36 GLY CA 
36 GLY C 

36 GLY O 

37 GLN N 
37 GLN CA 
37 GLN CB 
37 GLN CG 
37 GLN CD 
37 GLN OE1 
37 GLN NE2 
37 GLN C 

37 GLN 0 

38 LEU N 
38 LEU CA 
38 LEU CB 
38 LEU CG 
38 LEU CD1 
38 LEU CD2 
38 LEU C 

38 LEU 0 

39 LYS N 
39 LYS CA 
39 LYS CB 
39 LYS CG 
39 LYS CD 
39 LYS CE 
39 LYS NZ 
39 LYS C 

39 LYS O 

40 LYS N 
40 LYS CA 



-30.28 

-30.49 

-31.50 

-31.65 

-30 .41 

-30.48 

-31.23 

-29.79 

-32.84 

^33 . 60 

-33.13 

-34.38 

-34.45 

-35.47 

-33 . 35 

-33.25 

-32.05 

-32 .27 

-33.50 

-33 .74 

-34.28 

-33.22 

-33.78 

-32.60 

-32 .52 

-31.72 

-31.57 

-30.61 

-31.08 

-33.94 

-34.27 

-34.78 

-36.17 

-36.85 

-38.38 

-39.03 

-40.52 

-41.17 

-36.89 

-37 . 73 

-36; 56 

-37.20 



-25.81 

-24.21 

-23.44 

-22.02 

-21.16 

-19.98 

-20 .04 

-18.98 

-24.14 

-24.12 

-24.71 

-25.43 

-26.58 

-26.75 

-27.32 

-28; 43 

-29.31 

-30.21 

-31.08 

-31.63 

-31,20 

-27 .96 

-28.61 

-26.81 

-26.23 

-24 . 94 

-24.25 

-25.04 

-22.82 

-26.00 

-26.33 

-25.42 

-25.16 

-24.36 

-24 .43 

-23.68 

-23.93 

-23.27 

-26.48 

-26.59 

-27.49 

-28 . 78 



75.38 

73.82 

74.55 

74.01 

74.08 

73.14 

72.14 

73.39 

74.47 

75.44 

73.31 

73.12 

74,11 

74.79 

74.22 

75.15 

74.83 

73.64 

73.81 

74.88 

72.75 

76,60 

77.48 

76.84 

78.19 

78.20 

79.55 

80.42 

79.38 

78.70 

79 .83 

77.86 

78 .19 

77.08 

77.06 

78.21 

78.24 

79.40 

78.42 

79.30 

77.63 

77.78 



15 .00 

15.00 

15,00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15,00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15; 00 

15.00 

15.00 

15.00 

15.00 

15, 00 

15 . 00 

15.00 



4 ft 
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TABLE K 



PCT/US96/17512 



40 LYS CB 


-36.83 


40 LYS CG 


-37 .74 


40 LYS CD 


-37.39 


40 LYS CE 


-38.47 


40 LYS NZ 


-38.17 


40 LYS C 


-36.89 


40 LYS 0 


-37.79 


.41 LYS N 


-35.62 


41 LYS CA 


-35.17 


41 LYS CB 


-33.65 


41 LYS CG 


-33.08 


41 LYS CD 


-33.91 


41 LYS CE 


-33.34 


41 LYS NZ 


-34.29 


41 LYS C 


-35. 59 


41 LYS 0 


-36.42 


42 THR N 


-35.01 


42 THR CA 


-35.26 


42 THR CB 


-34.10 


42 THR OG1 


-34.11 


42 THR CG2 


-32.77 


42 THR C 


-36.58 


42 THR 0 


-36.92 


43 GLY N 


-37.30 


43 GLY CA 


-38.56 


43 GLY C 


-38 . 44 


43 GLY 0 


-39.45 


44 LYS N 


-37.22 


44 LYS CA 


-36.96 


44 LYS CB 


-36.42 


44 LYS CG 


-37.47 


44 LYS CD 


-36.85 


44 LYS CE 


-36.08 


44 LYS NZ 


-37 .00 


44 LYS C 


-35.99 


44 LYS 0 


-35.12 


45 LEU N 


-36.16 


45 LEU CA 


-35.31 


45 LEU CB 


-36.19 


45 LEU CG 


-35.60 


45 LEU CD1 


-35.30 


45 LEU CD2 


-36.62 



-29.73 

-30.93 

-31.91 

-32.98 

-34.02 

-29.42 

-29 .93 

-29.36 

-29.95 

-30.16 

-30.87 

-32.09 

-32.77 

-33.81 

-29.16 

-29.61 

-27. 98 

-27.11 

-26.13 

-25.20 

-26.87 

-26.34 

-25.75 

-26 .30 

-25.58 

-24 . 08 

-23.39 

-23.56 

-22.13 

-21 : 56 

-21.47 

-21.18 

-22.36 

-23.52 

-21.90 

-22.73 

-20.79 

-20.46 

-20.14 

-19.92 

-21.23 

-19.13 



76.64 
•• 76.59 
75.51 
75.42 
74 .40 
79.13 
79.80 
79.53 
80; 79 
80.81 
79.59 
;;;79^21 - 

77.99 
; 77.44 
82 . 02 
82.81 
82.17 
83,32 
83 .49 
82.40 
83.51 
83.35 
84.37 
82.24 
82.19 
82.03 
81. 86 
82.10 
81.97 
83.28 
84.38 
85.72 
86.23 
86.37 
80.82 
80 . 57 
80.10 
78.95 
77.73 
76.34 
75.64 
7:5.55 



15.00 
15.00 
I 15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15,00 
*5 00 
15.00 
15;0O 
15. 00 
15.00 

is; oo 
is . oo 

15; 00 
15C00 
15 100 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15.00 

is. 00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
IS .00 
15.00 
15.00 



Hit 
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TABLE K 


45 LEU C 


-34.32 


. -19.32 


79.23 


45 LEU 0 


-34.65 


-18!. 34 


79.89 


46 LEU N 


-33.11 


-19.46 


78.68 


46 LEU CA 


-32.02 


-18.47 


78.83 


46 LEU CB 


-30.97 


-18.94 


79.82 


46 LEU CG 


-30.95 


. -18.53 


- 81.29 


46 LEU CD1 


-29.80 


-i9.23 


81.98 


46 LEU CD2 


-30.80 


-17.02 


81.38 


46 LEU C 


-31.33 


-18.24 


77.48 


46 LEU 0 


-31.36 


-19.10 


76.62 


4 7 ASN N 


-30.68 


-17.09 


77 ' 32 


47 ASN CA 


-29.95 


-16.81 


76.10 


47 ASN CB 


-29.88 


-15.32 


75.78 


47 ASN CG 


-31.23 


-14.72 


75.46 


47 ASN OD1 


-31.79 


-13.96 


76.25 


47 ASN ND2 


-31.74 


-15.03 


74.28 


47 ASN C 


-28.56 


-17.33 


76.35 


4 7 ASN O 


-27.87 


-16.81 


77.23 


48 LEU N 


-28.16 


-18.41 


75.67 


48 LEU CA 


-26.81 


-18,95 


75.85 


48 LEU CB 


-26.75 


-20.44 


75.51 


48 LEU CG 


-27.61 


-21.41 


76,33 


48 LEU CD1 


-27.10 


-22 .82 


76.11 


48 LEU CD2 


-27,55 


-21.06 


77.80 


48 LEU C 


-25.82 


>18.14 


75.02 


48 LEU 0 


-26.22 


-17.32 


74.19 


49 SER N 


-24.53 


-18.38 


75.23 


49 SER CA 


-23 . 48 


-17.62 


74.55 


49 SER CB 


-22.43 


-17.16 


75.56 


49 SER OG 


-21.36 


-16.51 


74 .91 


49 SER C 


-22.77 


-18.19 


73.33 


49 SER 0 


-21.87 


-19.03 


73.46 


50 PRO N 


-23.11 


-17.69 


72.12 


50 PRO CD 


-24.26 


-16.83 


71.79 


50 PRO CA 


-22.46 


-18.17 


70.90 


50 PRO CB 


-23 . 32 


-17.56 


69.80 


50 PRO CG 


-23 .89 


-16.34 


70.43 


50 PRO C 


-21.01 


-17,66 


70.85 


50 PRO O 


-20.16 


-18.22 


70.16 


51 GLN N 


-20.74 


-16.59 


71.61 


51 GLN CA 


-19.41 


-15.98 


71.71 


51 GLN CB 


-19.50 


-14.57 


72.29 
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15.00 
15.00 
15.00 
15.00 
15.00 

:- : lsv:oo '. ■ ■ 

15:00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15400 
15 . 00 
15. 00 
15 .00 
15.00 
15.00 
15 .00 
15.00 

is;, 00 

15.00 
15.00 
15;00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
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51 GLN CG 


-18.18 


;. : ' v :--'13:i : 8b',- 


77 \A 


TC Aft 

Xj.UU 


51 GLN CD 


^17 .66 


: -13' 41 


7n Qfi 


X j • UU 


51 GLN OE1 


-18.33 


-12 73 


70 10 

■ t v • i j 


15 nn 
13-. UU 


51 GLN NE2 


-16.45 


■ —13V 88 . 




I K nn 
X j . UU 


|i GLN G; 


—18.50 


-16.^6 


72 56 


15 ftft 


51 GLN 0 


-17.27 


-16 . 82 


72 42 


it nn 

J. J.> uv 


52 ASN N 


-i9.ii 


-17.64 


73 44 

.* J.. — 


15 00 

*j .... uu 


52 ASN CA 


18;38 


^18.58 


74 30 

* — v. 


15 00 


52 ASN GB 


^-19:35 


-19.26 


7 5 2 is 


ic nn 
J. 3 . U U 


52 ASN CG 


-18.67 


-20 14 


76 10 

./ w * JU 


1 5 nn 

X J . UU 


52 ASN OD1 


-18.91 


^19^9:9 


77 51 


it . "inn 

AO • UU 


52 ASN ND2 


-17.88 


:^21-. ;ll.- : ;' 


75 85 


X j • UU 


52 ASN C 


-17.74 


' ^19 57 • 


71 17 


tc nn 
ID . UU 


52 ASN O 


-16.55 


-19 .90 


71 41 


1 c hn 
X D • UU 


|5 i LEU N 


-18.55 


-20.00 


72 16 


i : 5 nn 

Xj. UU 


53 LEU CA 


-18.11 


-20.96 


71 15 


15 nn 


53 LEU CB 


-19.32 


-21.52 


70 61 

f V * y x ; : 


15 nn 

Xj . UU 


53 LEU CG 


-20.38 


-22: .09 


71 5S 


re nn 

Xj . UU 


53 LEU GDI 


-21.65 


; -22V&4 


70 7Q 
/ u. / J 


It Art 
Xj.UU. 


53 LEU CD2 


-19:83 


-23 30 


. / 4». m ^ J 


it Art 

XD .UU 


53 LEU C 


-17 .06 


-20 37 


70 1Q 


1C Art 

Xj.UU 


53 LEU O 


-15 .94 


-20 89 


70 7fl 


A t nn 
X j . uu 


5:4 VAL N 


-17.43 


-19 27 


fiQ 71 

. /J 


1 r nn 

XD . U U 


54 VAL CA 


-16.55 


-18 58 

:-: —V • .J O 


Aft 7fl 


: it h h 

Xj.UU 


54 VAL CB 


-17. 06 


--17.14 


68 52 

.WW.. 


15 nn 

X J . UU 


54 VAL CGI 


-■16.12 


-16^46 


67 60 


15 nn 

X J • UU 


54 VAL CG2 


-18.46 


^17vl8 


67 91 

y.i • 


15 nn 

iJiUU 


54 VAL C 


-15.12 


-18.49 


69 29 


1 5 nn 

Xj.UU 


54 VAL 0 


-14 16 


-18.68 


68 55 


15 00 
X J * UU 


55 ASP N 


-15.00 


-18.21 


70:58 


15 00 

JL J • UU 


55 ASP CA 


-13.71 


-18.08 


71.23 


15 00 


55 ASP CB 


V13.82 


-17 .19 


72.49 


15 00 

<L J . w V 


55 ASP CG 


-14-16 


-15.76 


72.16 


15 00 

JL J i UU 


55 ASP OD1 


-13.98 


-15.35 


71 00 


1 ^ no 

Xj.UU. 


55 ASP OD2 


-14.62 


-15.03 


73.06 


15 00 

X J . UU 


55 ASP C 


-13.05 


-19.41 


71.60 


15 00 

IJi UU 


5 5 ASP 0 


-11.98 


-19.76 


71 08 


m nn 

X J . UU 


56 CYS N 


-13 .74 


-20.18 


72.43 


15.00 


56 CYS CA 


-13.21 


-21.42 


72.96 


15.00 


56 CYS C 


-13.19 


-22.70 


72.14 


15. 00 


56 CYS 0 


-12.40 


-23.59 


72,45 


15.00 


56 CYS CB 


-13.84 


-21.68 


74.32 


15 .00 



HVM 
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56 CYS SG 
5 7 VAL N ■ 

57 ^VM. (A 
57 VAL CB : 
57 VAL CGl 
5 7 VAL CG2 

• 57. VALf-C . [ 

57 VAL 0 

58 SER Nfr 
' 58 SER CA 

58 SER CB 
58 SER 06 
58 SER C 

58 SER 0 

59 GLUN 
59 GLU CA 

59 GLU CB^ 
59 GLU CG; . 
59 GLU 0* 
59 GLU OEl 
59 GLU 0E2 
59 GLU C 

59 GLU O 

60 ASN N 
60 ASN CA 
60 ASN CB 

60 asn cg ; : 

60 ASN 0D1 
60 ASN ND2 
60 ASN C 

60 ASN 0 

61 ASPN 
61 ASP CA 
61; ASP CB 
61 ASP CG 
61 ASP ODl 
61 ASP 0D2 
61 ASP C 

61 ASP O 

62 GLY N 
62 GLY CA 
62 GLY C 



-14.09 
-14.06 
-14.11 
-15.47 
-15.58 
-16.61 
-12.98 
-13.18 
-11.80 
-10.60 
-9 .45 
-9.53 
-10.73 
-9.99 
-11.61 
-11.83 
-12.73 
-12.20 
-12.38 
-13.54 
-11.37 
-12.41 
-12.37 
-13.03 
-13.65 
-15.10 
-16.04 
-17.24 
^15.49 
-12.83 
-11.82 
-13 .28 
-12.56 
-12.53 
-11.12 
-10.18 
-10.96 
-13.09 
-12.67 
-14.00 
-14.55 
-15.40 



-20.14 

-22.83 

-24.04 

-24.21 

-25.61 

-23 .97 

-24.06 

-23 .78 

-24 .45 

-24.55 

-25.07 

-24.53 

-25.37 

-25.17 

-26.36 

-27.23 

-28.41 

-29.30 

-28.71 

-28.51 

-28.43 

-26.48 

-26.95 

-25.34 

-24.52 

-24.18 

-25-37 

-25.24 

-26.53 

-23.26 

-23.03 

-22.43 

-21.22 

-21.05 

-20.82 

-20.65 

-20.82 

-19.95 

-18.85 

-20.09 

-18.91 

-18.19 



75.26 
71.15 
70 .33 
69.61 
69.01 
. 70.58 
69.30 
68.12 
69.76 
68.94 
69.79 
71.10 
67.67 
66; 72 
67,70 

66.55 

66.92 

68,03 

69.41 

69.82 

70.06 

65.37 

64.23 

65.65 

64.62 

64.99 

64 .87 

65.03 

64.55 

64.38 

65.05 

63.44 

63 . 09 

61.57 

61.03 

61.83 

59.79 

63.76 

63.43 

64 .72 

65.36 

64.33 



15 . 00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15; 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15 ;O0 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15 .00 

15.00 

15 .00 
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62 GLY O -16.39 -18.75 63.85 15.00 

63 CYS N -14.98 -16.99 63.94 15.00 
63 CYS CA -15.70 -16.19 62,94 15.00 
63 CYS C -15.40 -16.66 61.53 15.00 
63 CYS O ^15.88 -16.07 60. 57 15.00 
63 CYS CB -15.39 -14.70 63 . 02 15.00 

63 CYS SG -16.14 -13.86 64.44 15.00 

64 GLY N -14.57 -17.68 61.40 15.00 
'j-t 64 GLY CA -14.26 -18.20 60.08 15.00 

64 GLY C -15.21 -19.31 59.6? 15.00 

64 GLY 0 -15.23 -19.74 58 .53 15.00 

65 GLY N -15.99 -19.80 60.65 15.00 
i 65 GLY CA -16.93 -20.87 60.37 15.00 

65 GLY C -16.62 -22.14 61. 14 15.00 

65 GLY 0 -15.48 -22.38 61.54 15.00 

66 GLY N -17.64 -22.95 61.35 15.00 
66 GLY CA -17.45 -24.19 62.08 15.00 
66 GLY C -18.56 -25.20 61.92 15.00 

66 GLY: O -19.38 -25.12 61.00 15.00 

67 TYR N -18.56 -26.18 62.81 15, 00 
I V 67 TYR CA -19.55 -27.25 62.80 15.00 

67 TYR CB -18.89 -28.59 62.62 15.00 

67 TYR CG -18.09 -28.77 61.37 15.00 

67 TYR CD1 -18.68 -28.65 60.11 15.00 

67 TYR CE1 -17.97 -28,95 58.95 15.00 

67 TYR CD2 -16.77 -29.18 61.44 15.00 

67 TYR CE2 -16.05 -29.48 60.30 15.00 

67 TYR CZ -16.65 -29.37 59,06 15.00 

67 TYR OH -15.93 -29.71 57.94 15 00 

67 TYR C -20.31 -27.25 64.11 15.00 

67 TYR O -19.73 -26.97 65.15 15.00 

68 MET N -21.60 -27.57 64.06 15 .00 
68 MET CA -22.40 -27.64 65.27 15.00 
68 MET CB -23.88 -27.79 64.94 15.00 
68 MET CG -24.47 -26.62 64.20 15.00 
68 MET SD -23.93 -26.55 62,51 15.00 
68 MET CE -25.32 -27.25 61.69 15.00 
68 MET C -21.91 -28.78 66.17 15 . 00 

68 MET O -21.81 -28.64 67.39 15.00 

69 THR N -21.56 -29.90 65.54 15.00 
69 THR CA -21.07 -31.07 66.27 15,00 
69 THR CB -20.66 -32.20 65.31 15.00 



Hit 
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6? THR OG1 

6 9 - THR CG2 
• 69 THR C 

69 THR O 
; 70 ASN N 

7o ; asn CA 

70 ASN CB 
70 ASN CG 
70 ASN OD1 

70 ASN ND2 
,:' 70 ASN C 

7 0 ASN O 

71 ALA N 
71 ALA CA 
71 ALA CB 

• 71 ALA C : 

71 ALA O •• 

72 PHE N 

" 72 PHE CA 
72 PHE CB 
72 PHE CG 
72 PHE GDI 
72 PHE CD2 
72 PHE CE1 ' 
72 PIIE CE2 
72 PHE CZ 
72 PHE C 

72 PHE O 

73 GLN N 
73 GLN CA 
73 GLN CB 
73 GLN CG 
73 GLN CD 
7 3 GLN OE1 
73 GLN NE2 
73 GLN C 

73 GLN O 

74 TYR N 
74 TYR CA 
74 TYR CB 

: 74 TYR CG 
74 TYR CD1 



-19.57 

-21.84 

-19.91 

-19.94 

-18.92 

-17.77 

-16.75 

-15.86 

-15.33 

-15.68 

-18.17 

-17 .53 

-19.20 

-19.67 

-20.66 

-20.33 

-20.26 

-20.96 

-21.61 

-22.57 

-23.73 

-24.28 

-24.29 

-25.35 

-25.37 

-25.91 

-20.59 

-20.79 

-19.48 

-18.43 

-17 .46 

-16.71 

-16.83 

-17.35 

-.16.37 

-17.70 

-17.18 

-17.64 

-16.96 

-16.74 

-16.38 

-15.16 



-31.77 

-32.58 

-30.70 

-31.00 

-30.00 

-29.54 

-28.84 

-29.80 

-30.72 

-29.61 

-28.63 

-28.66 

-27.82 

-26.91 

-25.91 

-27.72 

-27.37 

-28.83 

-29.70 

-30.66 

-29.98 

-28.84 

-30.48 

-28.21 

-29.87 

-28,72 

-30.46 

-30.69 

-30.82 

-31 . 54 

-32.17 

-33.36 

-34.56 

-35.61 

-34.41 

-30.62 

-31.07 

-29.34 

-28.38 

-27.03 

-25.93 

-25.95 



64.48 

64.45 

67.18 

68.37 

66.64 

67.42 

66.55 

65.85 

66.46 

64.55 

68.60 

69.66 

68.40 

69.44 

68.86 

70.55 

71.72 

70.16 

71.13 

70.43 

69.79 

70.36 

68.63 

69.79 

68.04 

68.62 

71.96 

73.15 

71.33 

72.03 

71.04 

71.59 

70.67 

71.07 

69.44 

72.99 

74.02 

72.65 

73.52 

72.81 

73.78 

74.45 



15.00 

15.00 

15.00 

15 .00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15 .00 

15.00 

15,00 

15.00 

15 . 00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 
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74 TYR CE1 
74 TYR CD2 
74 TYR CE2 
74 TYR CZ 
74 TYR OH 
74 TYR C; 

74 TYR 0 

75 VAL N 
75 VAL CA 
75 VAL CB 
75 VAL CGI 
75 VAL CG2 
75 VAL C 

75 VAL 0 

76 GLN N 
76 GLN CA 
76 GLN CB 
76 GLN CG 
76 GLN CD 
76 GLN OE1 
76 GLN NE2 

76 GLN C 
: 76 GLN O 

" 77 LYS N 

77 LYS CA 
77 LYS CB 
7? LYS CG 
77 LYS CD 
77 LYS CE 
77 LYS NZ 
77 LYS C 

77 LYS O 

78 ASN N 
78 ASN CA 
78 ASN CB 
78 ASN CG 
78 ASN OD1 
78 ASN ND2 
78 ASN C 

78 ASN O 

79 ARG N 
79 ARG CA 



-14 .87 

-17.30 

-17. 01 

-15.79 

-15.47 

-17.69 

-17:07 

-19.00 

-19 .82 

-21.29 

-22 .13 

-21.34 

-19.73 

-19,82 

-19 .47 

-19.33 

-19.57 

-19.54 

-19.67 

-20.73 

-18.60 

-17.96 

-17.91 

-16.87 

-15.53 

-14.43 

•14.07 

•12.80 

•13.01 

•14.16 

•15 .26 

•14.45 

15:89 

15.73 

16.05 

15. 64 

14 U 9 

16.57 

16.64 

16.46 

17.63 

18; 61 



-25.02 

-24.94 

-24.00 

-24.05 

-23 . 11 

-28 .17 

-28 .14 

-27,98 

-27.78 

-27.47 

-27.23 

-26.25 

-29 . 01 

-28.91 

-30.16 

-31.42 

-32 .58 

^33.95 

-35.03 

-35.62 

-35.28 

-31.55 

-31 .76 

-31.41 

-31.51 

-31.56 

-30.18 

-30.21 

-30.90 

-30.32 

-30.36 

-30.49 

-29 22 

-28 .04 

-26.77 

-25.51 

-25.35 

-24.59 

-28.15 

-27.45 

-29,04 

-29.26 



75.40 

74.11 

75.07 

75.71 

76.67 

74.84 

75.89 

74.77 

75 ? 97 

75.58 

76.82 

74 ,67 

76.87 

78.10 

76.26 

76.97 

76.01 

76.62 

75.58 

75.41 

74.86 

77 . 68 

78.89 

76.94 

77.53 

76.46 
75 , 87 
75.01 
73,67 
72 . 90 
78.49 
79.41 
78.22 
79.05 
78.27 
79.00 
79.40 
79 .14 
80.26 
81.25 
80.16 
81.22 



15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
15^00 
15; 00 
15,00 
15,00 
*5.00 
15.00 
15.00 
15.;00 
15.00 
15V00 
15.00 ' 
•15.00 

15; 00 , 

15.00 
15 . 00 

:. - ; ii5-;0O- ; 
i5,0Q 
15.00 
15,00 

isjoo 

15 . 00 

15,00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 



WO 97/16177 



TABLE DC 



PCT/US9M7512 



7 9 ARG CB 
79 ARG CG 
79 ARG CD 
79 ARG NE 
79 ARG CZ 
79 ARG NH1 
79 ARG NH2 
79 ARG C 

79 ARG O 

80 GLY N 
80 GLY CA 
80 GLY C 

80 GLY O 

81 ILE N 
81 ILE CA 
81 ILE CB 
81 ILE CG2 
81 ILE CGI 
81 ILE CD1 
81 ILE C 

81 ILE O 

82 ASP N 
82 ASP CA 
82 ASP CB 
82 ASP CG 
82 ASP OD1 
82 ASP OD2 
82 ASP C 

82 ASP O 

83 SER N 
83 SER CA 
83 SER CB 
83 SER OG 
83 SER C 

83 SER O 

84 GLU N 
84 GLU CA 
84 GLU CB 
84 GLU CG 
84 GLU CD 
84 GLU OE1 
84 GLU OE2 



-17 95 


-29 71 


—17 19 

X / . X -/ 


-31 05 

«*.X-«. V-w 


-18 12 

X O • X 


■ Jx . X O 


-18 94 

xo • ^ _ 


-32 


-20 14 

X w « X^» 


-32 99 

JX » J7X 


— 20 69 




-20 82 


-32 88 

. . J x ... oo 


-19 47 


-28 .02 


-19 .86 


-27 .74 


-19.75 


-27.27 


-20.58 


-26.08 


-20.38 


-24,97 


-19 36 

x « JV 


-24 93 


-21 37 

At X • J / 


—24 08 


-21 35 


-22 92 

XX ■ JX 


-22 .14 
-23 59 


-23 20 

X J • X V/ 

- 23 «?7 


-22 .11 


. X J •': V.' *■" • 

-21 97 


-22 .75 


-22 19 

XX • X-7 


-22 00 

X X • V V 


-21 76 

XX . #v 


-22 86 

XX. SJ \J . 


-21 98 

X X . JO 


-21.56 


-20.54 


-22 .09 


-19.34 


-21 08 

X X ■ V o 


_ i Q on 

XO .xv 


-19 89 


-18 44 


-18.82 


-17 .87 


-20.03 
-23 .40 


-19 18 

x ..xo 


-23.89 


-18. 85 
-19 36 


-23 .96 


-17 84 

X / a 04 


-25 . 19 


-17 20 

X / • X V 


-26 03 


-16 83 

XO . OJ 


-25 19 

X J ■ XJ 


-16 3 s ; 


-24 .76 


-15 96 


-23 .59 


-15 .58 


-25 .68 


-15 29 

X -J . X .7 


* J . x>J 


*"X^ ..X J 


-26.39 


-13.59 


-25.83 


-12.69 


-24.85 


-13.42 


-25.26 


-13.79 


-23.68 


-13.64 



82.54 15.00 
82.52 15.00 

82.55 15.00 
83 .76 15.00 
83.84 15.00 
82.78 15.00 
84.99 15.00 
81.44 15.00 
82.57 15.00 
80.38 15.00 
80.52 15.00 

79.49 15.00 
78.78 15.00 
79.41 15.00 

78.50 15.00 
77.17 15.00 

77.46 : 15.00 
76.25 15.00 
74.90 15.00 
79.25 15.00 
80.11 15.00 
78.96 15.00 
79.61 15.00 
79.59 15.00 

80.48 15.00 
80.21 15.00 

81.47 15.00 
79.02 15.00 

78.02 15.00 
79.68 15.00 
79.27 15.00 

80.49 15.00 

81.52 15.00 
78.49 15.00 

78.53 15.00 
77 .81 15. 00 

77.03 15.00 
76.13 15 . 00 
75.03 15.00 
74.11 15.00 
72.99 15.00 
74.49 15.00 
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TABLE DC 
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84 GLIJ P 


-74 71 




84 OTjTI O 

W . \j4JU V/ 


-91 57 


1« . Of* 


85 ASP N 


-25 56 


-12 16 

XX . J D 


85 ASP GA 


-25 00 


-11 12 


85 ASP GB 


^26.06 


-10 12 


85 ASP CG 


-25 45 


-8 91 


85 ASP OD1 


-26.14 


-8 14 

O • XT* 


85 ASP OD2 


-24 .30 


-8 62 

O • vX 


85 ASP G 


-24.32 


-12 06 


85 ASP 0 


-24.91 


-12 29 


86 ALA N 


-23 .11 


-12 51 

XX • — x. 


86 ALA CA 


-22420 


-11 27 


86 ALA tB 


-22.80 


-14 62 


86 ALA C 


-20.96 


-11 46 


86 ALA 6 


^19 83 


-11 57 


87 TYR N 


-21 21 


-11 59 


8 7 TYR CA 


-20 18 


-11 71 


87 TYR GB 


-19 74 


-15 19 


87 TYR CG 


-18 19 


—15 An 


87 TYR GDI 


-17 7 ft 


x* .00 


87 TYR GE1 


-16 54 


— 1 A RQ 


87 TYR GD2 


-17 71 

• X / • # J 


— 1 6 61 
ID . Ox 


87 TYR CE2 


-16 49 


-16 ft7 
XD • 


87 TYR CZ 


-15 90 


-15 RO 

XV * ou. 


87 TYR OH 


-14 ; 67 


-15 99 


87 TYR C 


-20 88 


-11 71 

X-J .XX ; 


87 TYR O 


-21.25 


-13 98 


88 PRO N 


-21.07 


-11 89 

IX . O J 


8 8 : PRO GD 


-20. 61 


-10 97 


88 PRO CA 


-21 72 


-11 1ft 

11 . 10 


88 PRO GB 


-21.69 


-9 71 


88 PRO CG 


-21. 61 


-9 fil 


88 PRO G 


-21 11 


-11 17 

XX. OX 


88 PRO 0 


-19.90 


-11 51 

XX « JX 


89 TYR N 


-21.95 


-11 17 

IX. X X 


89 TYR CA 


-21 . 55 


-11 21 

XX:. AX 


89 TYR CR 


-97 7 5 


— 11 

— XI ..Ox 


89 TYR CG 


-22.36 


-12.04 


89 TYR GDI 


-21.49 


-13.11 


89 TYR CE1 


-21.07 


-13 .47 


89 TYR CD2 


-22.82 


-11.36 


89 TYR CE2 


-22.41 


-11.72 



77.92 

77.90 

78.69 

79 .55 

80 .06 

80.42 

81.10 

80.02 

80.68 

81.73 

80.37 

81,22 

81.60 

80.33 

80. 81 

79.03 

78.00 

77.86 

77.19 

76.45 

75. 84 

77.31 

76.72 

75.98 

75.42 

76.73 

75 . 86 

76.64 

77.65 

75.54 

76.00 

77.49 

74.15 

74.00 

73.14 

71.74 

70.87 

69.48 

69.29 

68.02 

68.36 

67 .10 



15.00 

15.00 

15. -00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 
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TABLE K 



PCT/US9tfrt7512 



89 TYR CZ 


-211 53 


-12.77 


66.94 


15 00 


89 TYR OH 


r21.;09 


-13.11 


65.69 


15 .00 


89 TYR C 


-20.90 


-9.91 


71.24 


15 00 


89 TYR 0 


-21v59 


-8.91 


71.03 


15 00 

± —* * W W . 


90 VAL N 


• >' 7 $$ ;v;58.;; 


-9.92 


71.08 


15. 00 


90 V^ CA 


-18.87 


-8.73 


70.61 


15 ,00 


90 VAL 


-17.41 


-8.68 


71.09 


15.00 


90 VAL CGI 


^17.35 


-8.79 


72.60 


is; bo 




-16.59 


-9.77 


70.43 


15 ; 00 


90 VAL G : 


-18.89 


-8.68 


69.08 


15 .00 


9 0 0 


-18.82 


-7.61 


68.49 


15.00 


91 GLY N 


-18.98 


e.9>.$4 


68.45 


15 00 




-19.04 


-9.87 


67 . 01 


is oo 


;:-9'l\-GLY : C-; : ;:;;.: 


-17.71 


-10.16 


66 .36 


<LJ • vU. 


91 CXiY Q v;.-'-: •• 


-17.56 


-9.93 


65.16 


15 00 


9 2 GLN N 


-16.76 


-10.69 


67 .13 


15 OO 

-4- —* * WW 




-15.43 


-11.01 


66.62 


15 CI O 




-i4 . 62 : 


-9.75 


66.38 


15.00 


9 2 GLN GG 


-14:24 


-9 . 09 


67.68 


15 00 

■A •mi ..w w 


92 GLN CD 


-13.83 


-7.66 


67.52 


15 00 


92 GLN OE1 


-12 .$1 


-7.19 


68.19 


15 00 

MmJ » WW 


92 GLN NE2 


^14.53 


-6.93 


66 . 64 


15 00 

.- ww 


92 GLN C 


^14.67 


-11.92 


67.58 


15 oo 

J» * W W 


9 2 GLN 0 


-14.91 


-11.91 


68.79 


15.00 


? 3 ^U N 


-13.72 


-12.66 


•67:. 02 


15 00 

— ' .WW. 


93 GLU GX 


-12.89 


-13.59 


67. 78 


15.00 


93 GLU C)B 


-11.95 : 


-14.35 


66.85 


15 00 

«!■ —* .WW 


93 GLU CG 


-12.64 


-15. 06 


65.69 


15 . 00 


93 GLU CD 


-11.68 


-15.45 


64. 57 


15 oo 

M.*J . W W 


93 GLU dEi 


^10.56 


-15.94 


64.87 


15 00 






-15.24 


63 .39 


15.00 


93 GLU C 


-12.11 


-12.86 


68.86 


15.00 


93 GLU 0 


-11.54 


-11.79 


68.61 


15 GO 

±*J • W W. . 


94 GLU N 


>12.08 


-13.46 


70.05 


15 00 

J» ~* . w w 


94 GLU GA 


^11 .38 


-12.93 


71.22 


15 00 

• J» w .WW 


94 GLU GB 


-12 .31 


-12 .19 


72.16 


15 00 

*«J . WW 


94 GLU CG 


-12.77 


-10.82 


71.71 


15 00 

-L *J .WW 


94 GLU CD 


-13.69 


-10.18 


72.74 


15.00 


94 GLU GEl 


-13.59 


-8.95 


72.97 


15.00 


94 GLU OE2 


-14,50 


-10.92 


73.33 


15.00 


94 GLU C 


>10.77 


-14.12 


71.96 


15.00 


94 GLU 0 


-11.15 


-15.26 


71.71 


15.00 
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TABLE DC 
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95 5ER N 

'\[-y\ 95vSER;.CA' " 
?S SER CB 

S5 SER C 
9 5 SER O 

96 CYiS N 

-:;^;;9€^GYS^i:€r. , 
' % PS :CB 

' :: ;'*9 : 7-:METi--CA 

;::;;r97^#T;';cE- : 

98 TYR CB 

; ;?8J tYR CD1 
98t Ti cii 
98 TYR GD2 
98 TYR GE2 
98 TYR CZ 
98 TYR OH 
98 TYR C 

98 TYR 0 

99 ASN N 
99 ASN CA 
9 9 ASN CB 
99 ASN CG 
99 ASN OD1 
99 ASN ND2 
9 9 ASN C 
99 ASN O 

100 PRO N 
100 PRO CD 



wQ an 


..1"5 fl< 


-Q 2A 


~ J.** • J± 




— 14. JO 


-a 52 




-10 32 




-11.03 


-14 7 S 


-10.42 


-lis ft A 


■-— 'i-f a** 


.— A / . 34 


-11.55 


-17.08 


-10.69 


-17.37 


-11.24 


-19.06 


-12 .40 


-19.98 


-12.60 


-16.32 



-12.86 -15.80 

-13.16 -14.29 

-11.97 -13.37 

-12.05 -12V55 

-13.66 -11.72 

-13.99 -16.57 

-14.93 -15.96 

-13.91 -17.90 

-14.96 -18.68 

-14.79 -20.17 

-15.85 -21.01 

-17.20 -20.84 

-18.17 -21.59 

-15.50 -21,96 

-16.48 -22.73 

-17.80 -22.53 

-18.77 -23.27 

-15.11 -18.42 

-14.28 -18.80 

-16.21 -17.74 

-16.59 -17,38 

-17.52 -16.16 

-17.93 -15.66 

-17.61 -16.27 

-18.65 -14.53 

-17.30 -18.62 

-18.50 -18.81 

-16.59 -19.46 

-15.20 -19.31 



72.90 15,00 

73.69 15.00 

74.52 15,00 

75.28 15.00 

74.59 15.00 

75.28 15.00 

74.58 15,00 
75.38 15.00 

76.82 15.00 
77.66 15.00 
75.31 15.00 
76.37 15.00 

77.10 15.00 
78.44 15.00 
78.41 15.00 
78.13 15.00 
76.50 15.00 
76.66 15,00 
79.13 15.00 
79.66 15.00 

79.15 15.00 

79.80 15.00 
79.54 15.00 
80.24 15.00 
79.95 15.00 

80.59 15.00 
81.19 15.00 

81.83 15.00 
81.53 15.00 

82.16 15.00 
81.29 15.00 

82.11 15.00 
81.62 15.00 
82.98 15.00 
82.93 15.00 
84.29 15.00 
85.32 15.00 
84.32 15.00 
83.57 15.00 
83.35 15.00 
84.35 15.00 

84.81 15.00 
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TABLE IX 
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100 
100 
106 
100 
100 
101 
101 
101 

ioi 

101 
101 

101 
102 

102 
102 
102 
103 
103 
103 
103 
103 
103 
103 
103 
103 
104 
104 
104 
104 
104 
105 
105 
105 
105 
105 
106 
106 
106 
106 
106 
106 
106 



PRO CA 
PRO CB 
PRO CG 
PRO C 
PRO O 
TOR N 
TOR GA 
TOR CB 
TOR OG1 
TOR CG2 
TOR G "'• 
TOR O 
GLY N 
GLY CA 
GL Y C 
GL Y O 
LYS N 
LYS CA 
LYS CB 
LYS CG 
LYS CD 
LYS CE 
LYS NZ 
LYS C 
LYS O 
ALA N 
ALA CA 
ALA CB 
ALA C 
ALA O 
ALA N 
ALA CA 
ALA CB 
ALA C 
ALA O 
LYS N 
LYS CA 
LYS CB 
LYS CG 
LYS CD 
LYS CE 
LYS NZ 



-17.20 
-16.06 
-14.82 
-18.40 
33. 
-18.37 
-19; 44 
-19.06 
-17.64 
-19.46 
-20,74 
-21.82 
-20.64 
-21.85 
-22.38 
-23.27 
-21.85 
-22.32 
-21.62 
-22.20 
-21.67 
-22.02 
-23.49 
-23.83 
-24.37 
-24.51 
-25.96 
-26.57 
-26.55 
-27 .76 
-25.70 
-26.17 
-26.66 
-25.10 
-23.91 
-25.53 
-24.65 
-24.77 
-24.05 
-22 .56 
-22.28 
-22.56 



-20. 67 

-21.26 

-26 .73 

-20.36 

-21.16 

-19.19 

-18.75 

-17.44 

-17 .23 

-17.51 

-18.53 

-18.83 

-18.01 

-17.75 

-18 . 91 

-18.70 

-20.12 

-21.28 

-22.56 

-23.22 

-24.63 

-25.45 

-25.45 

-21.40 

-21.25 

-21.65 

-21.74 

-20.48 

-22.97 

-23,22 

-23.76 

-24.96 

-24.65 

-26.02 

-25.72 

-27.26 

-28.41 

-29.23 

-28. 65 

-28.96 

-30.46 

-31.21 



84 . 94 

85.77 

85.09 

85.82 

85.93 

86.44 

87.32 

88.03 

87.93 

89.50 

86.56 

87.07 

85.35 

84.58 

83 . 77 

82.94 

83 .98 

83.21 

83.63 

84.86 

85.01 

83.79 

83.60 

83.35 

84 .45 

82.24 

82.28 

81.67 

81.62 

81.72 

80.97 

80.31 

78.91 

80,24 

80.09 

80.40 

80.36 

81.64 

82.83 

82.80 

82,89 

81 .62 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

15.66 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



Mi* 
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TABLE DC 
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106 LYS 

106 LYS 

107 CYS 
107 CYS 
107 CYS 
107 CYS 
107 CYS 

107 CYS 

108 ARG 
108 ARG 
108 ARG 
108 ARG 
10 8 ARG 
108 ARG 
108 ARG 
108 ARG 
108 ARG 
108 ARG 

108 ARG 

109 GLY 
109 GLY 
109 GLY 

109 GLY 

110 TYR 
110 TYR 
110 TYR 
110 TYR 
110 TYR 
110 TYR 
110 TYR 
110 TYR 
110 TYR 
110 TYR 
110 TYR 

110 TYR 

111 ARG 
111 ARG 
111 ARG 
111 ARG 
111 ARG 
111 ARG 
111 ARG 



C 
O 
N 
CA 
CB 
SG 
C 
O 
N 
CA 
CB 
CG 
CD 
NE 
C2 
NHl 
NH2 
C 
G 
N 

CA 
C 
O 
N 
CA 
CB 
CG 
CD1 
CE1 
CD2 
CE2 
CZ 
OH 
C 
O 
N 
CA 
CB 
CG 
CD 
NE 
CZ 



-25.08 

-26.18 

-24.23 

-24 .52 

-24.00 

-24.10 

-23.81 

-22.94 

-24.23 

-23 .60 

-24.27 

-25.67 

-26.16 

-27.36 

-27.34 

-26.18 

-28 .48 

-23.57 

-23 .71 

-23.37 

-23.30 

-24.02 

-24.50 

-24.10 

-24.77 

-23.91 

-22.68 

-21.45 

-20 .31 

-22 . 74 

-21.61 

-20.39 

-19.24 

-25.16 

-24.41 

-26.32 

-26.83 

-28. 14 

-28.01 

-28.52 

-27.97 

-28.38 



-29.23 

-29.04 

-30.15 

-31.01 

-30 ,36 

-31.36 

-32.31 

-32.34 

-33.40 

-34 .70 

-35.46 

-35.93 

-36.95 

-37,64 

-38.78 

-39 .37 

-39.29 

-35.53 

-36.76 

-34.87 

-35.59 

-34.85 

-33.73 

-35.48 

-34.92 

-33.89 

-34.45 

-34.47 

-34.89 

-34.88 

-35.30 

-35.30 

-35.68 

-36. 02 

-36.99 

-35.87 

-36. 84 

-37. 43 

-38. 15 

-39.57 

-40.28 

-41.48 



79.17 

78.65 

78.76 

77.62 

76.33 

74.81 

77.94 

78.81 

77.30 

77.51 

78 .66 

78.35 

79.38 

78.90 

78.20 

77.92 

77.75 

76.23 

76.27 

75.10 

73 . 85 

72.75 

72.95 

71.59 

70.44 

69.74 

69.05 

69.70 

69.04 

67.73 

67.07 

67.72 

67.05 

69.48 

69.31 

68 . 86 

67.91 

68.41 

69.74 

69.65 

68.49 

68.10 



15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15 .00 

15.00 

15.00 

15 .00 

15 . 00 

15; 00 

15.00 

15.00 

15. 00 

15 . 00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15 . 00 

15.00 

15.00 

1500 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE IX 
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111 ARC NH1 
111 ARG NH2 
ill ARG C 

111 ARG O 
: 112 GLU N 

112 GLO CA 
112 GLU CB 
112 GLU CG 
112 GLU CD 
112 GLU OE1 
112 GLU OE2 
112 GLU C 

112 GLU O 

113 ILE N 
113 ILE CA 
113 ILE CB 
113 ILE CG2 
113 ILE CGI 
113 ILE CD1 
113 ILE C 

113 ILE O 

114 PRO N 
114 PRO CD 
114 PRO CA 
114 PRO CB 
114 PRO CG 
114 PRO C 

114 PRO O 

115 GLU N 
115 GLU CA 
115 GLU CB 
115 GLU CG 
115 GLU CD 
115 GLU OE1 
115 GLU OE2 
115 GLU C 

115 GLU O 

116 GLY N 
116 GLY CA 
116 GLY C 

116 GLY O 

117 ASN N 



-27 . 83 

-29.32 

-27.01 

-27 .32 

-26.81 

-26.94 

-25.68 

-24.42 

-23.23 

-22 .07 

-23.44 

-28.14 

-28.60 

-28.61 

-29.74 

-30.51 

-31.61 

-31.10 

-32.01 

-29.15 

-28.13 

-29.74 

-30.93 

-29.19 

-30.23 

-30.78 

-29.18 

-30.23 

-27.98 

-27.81 

-26.36 

-26.00 

-26.11 

-26.79 

-25.52 

-28.81 

-28.93 

-29.54 

-30.51 

-31.88 

-32.76 

-32 .09 



-42.06 

-42.12 

-36.25 

-35.07 

-37.06 

-36.62 

-36.90 

-36.10 

-36.42 

-36.07 

-37.01 

-37.26 

-38.33 

-36.60 

-•37.06 

-35.84 

-36.25 

-35.06 

-35.89 

-37.84 

-37.44 

-38.99 

-39.67 

-39.76 

-40.86 

-41.07 

-38.82 

-38.35 

-38.53 

-37. 64 

-37.71 

-38.96 

-38.74 

-39.55 

-37.74 

-37.80 

-38.86 

-36.73 

-36.71 

-37.25 

-37.31 

-37.61 



67.03 

68.78 

66.52 

66.39 

65.50 

64.12 

63.30 

63.68 

62.77 

63.13 

61.69 

63.44 

63.84 

62.39 

61.60 

61.05 

60.09 

62 .22 

63.07 

60.43 

59.88 

60.08 

60.65 

58.95 

58.75 

60.12 

57.75 

57.30 

57.25 

56.11 

55.63 

54.84 

53.34 

52.65 

52.85 

54.96 

54.37 

54 r 67 

53.59 

53.92 

53.05 

55.18 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 
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TABLE K 
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117 ASN CA r33.37 : -3«;18 55^61. 15.00 

117 ASN CB -33.13 -39.38 56.52 15.00 

117 ASN CG :^34.42 -40.02 57 .01 15.00 

117 ASN DDI -35.53 -39.60 56^65 15.00 

117 ASN ND2 -34.28 -41.06 57.83 15.00 

117 ASN G -34.32 -37,19 56 .27 15.00 

117 ASN O -34.40 -37.10 57.50 15.00 

118 GLU N • '.. ; . -35.10 -36.50 55,45 15.00 
118 GLU CA -36.05 -35.52 55.96 15.00 
118 GLU CB -36.81 -34.85 54.83 15.00 
118 GLU CG -36.06 -33.74 54.15 15 . 00 
118 GLU CD -36.96 -32.95 53.26 15.00 
118 GLU OE1 -37.20 -33.39 52.11 15 . 00 
118 GLU OE2 -37.46 -31.91 53.72 15.00 
118 GLU C -37.03 -36.09 56.96 15.00 

118 GLU 0 -37.48 -35.39 57.88 15.00 

119 LYS N -37.39 -37.36 56.79 15 00 
119 LYS CA -38.33 -37.99 57.71 15.00 
119 LYS CB -38.85 -39.30 57.15 15.00 
119 LYS CG -40.37 -39.34 57.05 15.00 
119 LYS CD -40.95 -38.10 56.34 15 ,00 
119 LYS CE -42.47 -38.10 56.44 15.00 
119 LYS NZ -43.07 -36.84 55.99 15.00 
119 LYS C -37.71 -38.16 59.09 15.00 

119 LYS O -38.36 -37. 86 60.09 15.00 

120 ALA N -36.45 -38.57 59 . 15 15.00 
120 ALA CA -35.77 -38.75 60 . 44 15.00 
120 ALA CB -34.45 -39.45 60.27 15.00 
120 ALA C -35.56 -37.40 61 . 08 15.00 

120 ALA O -35.41 -37.31 62.30 15, 00 

121 LEU N -35.52 -36.34 60.26 15,00 
121 LEU CA -35.37 -34.98 60.78 15.00 
121 LEU CB ^34.93 -33.98 59.69 15.00 
121 LEU CG -34.71 -32.55 60 .19 15.00 
121 LEU CD1 -33.44 -32.47 61.03 15.00 
121 LEU CD2 -34.62 -31.58 59.02 15.00 
121 LEU C -36.70 -34.57 61.37 15.00 

121 LEU O -36.77 -34.00 62.45 15.00 

122 LYS N -37.77 -34.88 60.65 15,00 
122 LYS CA -39.12 -34.58 61.09 15.00 
122 LYS CB -40.14 -35.16 60.12 15.00 
122 LYS CG -41.58 -34.91 60.49 15.00 
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122 LYS CD 
122 I.YSCE 
122 LYS : NZ 

122 Lys e 

122 i^s o :" 

123 ARG CG 
123 ARG CD 
123 ARG NE 
123 ARG CZ 
123 ARG NH1 
123 ARG NH2 
123 ARG C 

123 ARG O 

124 ALA N 
124 ALA GA 
124 ALA CB 
124 ALA C 

124 ALA O 

125 VAL N 
125 VAL CA 
125 VAL CB 
125 VAL CGI 
125 VAL CG2 
125 VAL C 

125 VAL O 

126 ALA N 
126 ALA GA 
126 ALA CB 
126 ALA G 

126 ALA O 

127 ARG N 
127 ARG CA 
127 ARG CB 
127 ARG CG 
127 ARG CD 
127 ARG NE 
127 ARG CZ 
127 ARG NH1 
127 ARG NH2 



~42 ; /Si;. 


:.'::-35v55; 


59.48 


15.00 


r43^9i6 ; - 


-35.15 


59.73 


15.00 


-44. 83 


^:^:3;5S::53 :: : 


58.58 


15 . 00 


-39.29 


r35;19 


62.48 


15.00 


-39.68 


-34.50 


63.42 


15. 00 


-38.95 


'• : :;53:6;v;4|7^;. 


62 .59 


15. 00 


-39.04 


..-:-3;:7;...l? ; . . 


63 . 86 


15.00 


^38 .6>4 


-38*65 


63.70 


15.00 


-39.66 


-39.49 ' 


62.94 


15.00 


-39.69 


-40.93 


63.45 


15.00 


-138.49 ; 


-41.71 


63. 12 


15.00 


-38 .54 


-42.87 


62.47 


15.00 


-39.71 


-43 .37 


62.09 


15.00 


-37:.- : 42F 


-43 . 54 


62. 20 


15.00 


-38.19 


-36.51 


64; 93 


15.00 


-38.63 


-36.34 


66.05 


15.00 


-36 .98 


•36.12 


64.57 


15.00 


-36; 09 


-35.45 


65 .50 


15.00 


-34 .77 


-35.16 


64.86 


15.00 


-36.70 


• -34. i5 


66. 00 


15.00 


-36.77 


^33 .93 


67.21 


15.00 


-37.14 ; 


• ;-33: : .:3i: .' 


65. 08 


15.00 


-37.72 


-32.03 


65.45 


15.00 


-38.13 


-31.20 


64.21 


15.00 


-38v87 


-29.94 


64.63 


15.00 


-3 6, 90 


^3:0;->81 : '.- 


63 .41 


15.00 


-38.90 


-32.21 


66.39 


15.00 


-39 . 02 


-31.48 


67.36 


15.00 


-39.75 


-33 .20 


66.13 


15.00 


-40 .92 


: . --r33:-.;43 -- 


66 .99 


15 . 00 


' A-'X ' ■ ft ^ 

-41.96 


t34 i25 


66.25 


15.00 


'•A'.fi"' tT ft 

-40 . 58 


^34 .09 


68.33 


15.00 


4 1 ft ft 

'41.09 


-33 .68 


69.38 


15.00 


•39.75 


•-r35-«;12 '": 


68.30 


15.00 


*% ft - ^ ft 
"39.38 


-35. 83 


69.52 


15.00 


38.82 


-37 .21 


69.20 


15.00 


39.74 


-38.08 


68.36 


15.00 


39,222 


-39.50 


68.39 


15 .00 


39-68 


-40.36 


67.30 


15.00 


40.95 


-40.55 


66.96 


15.00 


41 ,25 


-41.36 


65.96 


15 .00 


41.92 


-39.90 


67.59 


15.00 
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127 AR6 C -38.41 -35.07 70.40 15.00 

127 ARG O -38.63 -34.94 71.60 15.00 

128 VAL N -37.33-34.58 69.81 15 . 00 
128 VAL CA -36.30 -33.85 70.54 15.00 
128 VAL CB -34.95 -33.96 69.83 15.00 
128 VAL CGI -33.89 -33.20 70.59 15.00 
128r VAL CG2 -34.56: -35.42: 69,68 15.00 

'■; 128 VAL C -36.62 -32.39: 70.77 15.00 

128 VAL O -36.73 -31.94 71.90 15.00 
129 ; GLY N -36.70 -31.64 69/68 15 .00 

129 GLY CA -36.98 -30.21 69176 15.00 
129; GLY C %36;20 -29.51 68.66 15.00 

129 GLY O -35.93 -30.12 67.63 15.00 

130 PRO N -35 .81 -28.24 68.86 15.00 
130 PRO CD -36.15 -27.39 70.00 15.00 
130 PRO CA -35.06 -27.48 67.86 15.00 
130 PRO CB ^34.77 -26.18 68.58 15.00 
130 PRO CG >36.00 -26.00 69.41 15.00 
130 PRO C -33.78 -28.20 67.49 15.00 

130 PRO 0 -32.98 -28.51 68.37 15.00 

131 VAL N -33.60 -28.46 66.19 15.00 
131 VAL CA -32.42 -29.16 65.69 15.00 
131 VAL CB -32.80 -30.40 64.82 15.00 
131 VAL CGI -31.55 -31.10 64,33 15.00 
131 VAL CG2 -33.66 -31.37 65.60 15.00 
131 VAL C -31.54 -28.26 64.83 15.00 

131 VAL O -32.02 -27.54 63.96 15.00 

132 SER N -30.24 -28.35 65.05 15.00 
132 SER CA .29.27 -27.55 64.31 15.00 
132 SER CB -27.93 -27.54 65.04 15.00 
132 SER OG -28. 09 -27 .80 66.43 15.00 
132 SER C -29.11 -28.11 62.90 15.00 

132 SER 0 -28.80 -29.29 62:74 15.00 

133 VAL N -29,34 -27.29 61; 88 15.00 
133 VAL CA -29.20 -27.74 60.49 15.00 
133 VAL CB -30.57 -27.83 59.76 15.00 
133 VAL CGI -31.29 -29.10 60.15 15.00 
133 VAL CG2 -31.42 -26.63 60,06 15.00 
133 VAL C -28.26 -26.86 59.67 15.00 

133 VAL O -27,82 -25.81 60; 14 15.00 

134 ALA N -27.93 -27.29 58.46 15.00 
134 ALA CA -27.05 -26.53 57.59 15.00 
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134 ALA CB 
134 ALA C 

134 ALA O 

135 ILE N 
135 ILE CA 
135 ILE CB 
135 ILE GG2 
135 ILE CGI 
135 ILE : CD1 
135 I LE C 

135 ILE 6 

136 ASP N 
136 ASP CA 
136 ASP CB 
136 ASP CG 
136 ASP OD1 
136 ASP OD2 
136 ASP C 

136 ASP O 

137 ALA N 
137 ALA CA 
137 ALA CB 
137 ALA C 

137 ALA O 

138 SER N 
138 SER CA 
138 SER CB 
138 SER OG 
138 SER C 

138 SER O 

139 LEU N 
139 LEU CA 
139 LEU CB 
139 LEU CG 
139 LEU CD1 
139 LEU CD2 
139 LEU C 

139 LEU O 

140 THR N 
140 THR CA 
140 THR CB 
140 THR OG1 



-25.65 
-27 . 62 
-27.92 
-27.80 
-28.36 
-29:74 . 
-30. 76 
-29.64 
-30; 91 
-27:>51 : 
-26:46 ; 
-28.04 
-27.44 
-27.56 
-27.01 
-27.62 
-25.96 
-28.17 
-29.30 
-27.56 
-28.19 
-28.23 
-27.52 
-27.74 
-26.72 
-26,00 
-24.80 
-25.20 
-26.85 
-26.50 
-27.96 
-28.85 
-29.97 
-29.63 
-30.91 
-29.04 
-29.45 
-29.82 
-29.61 
-30.17 
-29.95 
-29.88 



-27.10 
-26.60 
-27.68 
-25.44 
-25.36 
^-24 .70 
-25.58 
-23.31 
-22.52 
-24.50 
-23.99 
-24.32 
-23.50 
-24.20 
-23.38 
-23.39 
-22.75 
-22.15 
-22.07 
-21.12 
-19.81 
-19.33 
-18.76 
-17.56 
-19 .22 
-18.34 
-19.07 
-20.25 
-17.71 
-16.66 
-18.36 
-17.84 
-18.82 
-20.08 
-20.89 
-19.71 
-16.51 
-16.33 
-15 .59 
-14.28 
-13 .25 
-13 .93 



57.62 

56.18 

55.69 

55.56 

54.21 

54.21 

54.87 

54.87 

54.84 

53 .29 

53*67 

52.09 

51 . 05 

49.70 

48.56 

47.48 

48.73 

51.05 

50.57 

51.62 

51.68 

53.12 

50.80 

50.97 

49.84 

48.92 

48.33 

47,66 

47.82 

47.27 

47.45 

46.42 

46.10 

45.32 

45.13 

43.97 

46.85 

48.00 

45.90 

46.20 

45 .03 

43 .77 



15.00 

15. 00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 • 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 
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140 THR CG2 
140 THR C 

140 THR O 

141 SER N 
141 SER CA 
141 SER CB 
141 SER OG 
141 SER C 

141 SER O 

142 PHE N 
142 PHE CA 
142 PHE CB 
142 PHE CG 
142 PHE CD1 
142 PHE CD2 
142 PHE CE1 
142 PHE CE2 
142 PHE CZ 
142 PHE C 

142 PHE O 

143 GLN N 
143 GLN CA 
143 GLN CB 
143 GLN CG 
143 GLN CD 
143 GLN OE1 
143 GLN NE2 
143 GLN C 

143 GLN O 

144 PHE N 
144 PHE CA 
144 PHE CB 
144 PHE CG 
144 PHE CD1 
144 PHE CD2 
144 PHE CE1 
144 PHE CE2 
144 PHE CZ 
144 PHE C 

144 PHE O 

145 TYR N 
145 TYR CA 



-28 . 67 

-31.65 

-32.12 

-32.37 

-33.79 

-34.47 

-33.76 

-34.00 

-34.99 

-33.07 

-33.13 

-32 .01 

-31.93 

-32.67 

-31.12 

-32.62 

-31.06 

-31.81 

-33.00 

-33.80 

-32.00 

-31.67 

-30.35 

-29.20 

-27.93 

-27.22 

-27.63 

-32.77 

-32.99 

-33.47 

-34.54 

-34.55 

-34.68 

-33.69 

-35.81 

-33.82 

-35.95 

-34.95 

-35.92 

-36.95 

-35.94 

-37.17 



-12 .47 

-14.34 

-13.52 

-15.35 

-15.49 

-16.53 

-17 .71 

-15.80 

-15.38 

-16.54 

-16.89 

-17.88 

-18.18 

-19.22 

-17.42 

-19.48 

-17.68 

-18.71 

-15.60 

-15.30 

-14.81 

-13.54 

-13.03 

-13.96 

-13.71 

-12.73 

-14.63 

-12.47 

-11.82 

-12.27 

-11.27 

-10.47 

-11.30 

-11.28 

-12.07 

-12.00 

-12.79 

-12.76 

-11.84 

-11.28 

-12.99 

-13.65 



45.23 

46.59 

47.37 

46.10 

46.43 

45.55 

45.45 

47,91 

48.50 

48.49 

49.91 

50.28 

51.75 

52.31 

52.59 

53.68 

53 .95 

54.51 

50.70 

51.59 

50.30 

50.93 

50.36 

50.70 

49.91 

50.12 

49.01 

50.94 

51.97 

49.82 

49.79 

48.49 

47.25 

46.28 

47.03 

45.10 

45.85 

44 .89 

50.10 

49.70 

50.77 

51 . 15 



15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15 . 00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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145 TYR CB -36.88 -15.04 51.74 15.00 

145 TYR CG -38.04 -15.65 52 .51 15.00 

145 TYR CD1 -38.88 -16.58 51.91 15.00 

145 TYR CE1 -39.95 -17.13 52 .62 15.00 

145 TYR CD2 -38.29 -15.28 53.83 15.00 

145 TYR CE2 -39.35 -15.82 54.53 15.00 

145 TYR CZ -40.17 -16.74 53.93 15.00 

145 TYR OH -41.23 -17.25 54.64 15.00 

145 TYR C -37.88 -12.76 52 .15 15.00 

145 TYR O -37.25 -12.09 52.96 15.00 

146 SER N -39.21 -12 .78 52 .12 15.00 
146 SER CA -40.01 -12.00 53 . 04 15.00 
146 SER CB -40.30 -10.61 52.47 15.00 
146 SER OG -40.96 -10.71 51.22 15.00 
146 SER C -41.29 -12.72 53,43 15.00 

146 SER O r'41.83 -12.48 54.51 15.00 

147 LYS N -41.76 -13.63 52,58 15.00 
147 LYS CA -42.98 -i4.39 52.86 15,00 
147 LYS CB -44.22 -13.50 52.79 15.00 
147 LYS CG -44.61 -13.04 51.39 15.00 
147 LYS CD -45,75 -12.03 51.44 15.00 
147 LYS CE -45.98 -11.35 50.09 15.00 
147 LYS NZ .-47 ..01 -10.28 50.19 15.00 
147 LYS C -43.16 -15.60 51.95 15.00 

147 LYS O -42.49 -15.70 50.92 15.00 

148 GLY N -44.05 -16.50 52.36 15.00 
148 GLY CA -44.34 -17.71 51.60 15 .00 
148 GLY C -43 . 51 -18.90 52.07 15.00 ' 

148 GLY O -42.99 -18.90 53.18 15.00 

149 VAL N -43.43 -19.92 51.22 15.00 
149 VAL CA -42.66 -21.12 51.51 15.00 
149 VAL CB -43 .53 -22.39 51.40 15.00 
149 VAL CGI -42.69 -23. 64 51.56 15.00 
149 VAL CG2 -44.62 -22.35 52.45 15.00 
149 VAL C -41.53 -21.16 50.47 15.00 

149 VAL O -41.75 -21.48 49.30 15.00 

150 TYR N -40.33 -20.80 50.90 15.00 
150 TYR CA -39.19 -20.78 50.01 15.00 
150 TYR CB -37.96 -20.25 50.75 15.00 
150 TYR CG -36.72 -20.12 49.90 15.00 
150 TYR CD1 -36.64 -19.13 48.91 15.00 
150 TYR CE1 -35.51 -19.02 48.09 15.00 
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150 TYR CD2 
150 TYR CE2 
i50 TYR CZ 
150 TYR OH 
150 TYR C 

150 TYR O 

151 TYR N 
151 TYR CA 
151 TYR CB 
151 TYR CG 
151 TYR CD1 
151 TYR CE1 
151 TYR CD2 
151 TYR CE2 
151 TYR CZ 
151 TYR OH 
151 TYR C 

151 TYR O 

152 ASP N 
152 ASP CA 
152 ASP CB 
152 ASP CG 
152 ASP OD1 
152 ASP OD2 
152 ASP C 

152 ASP O 

153 GLU N 
153 GLU CA 
153 GLU CB 
153 GLU CG 
153 GLU CD 
153 GLU OE1 
153 GLU OE2 
153 GLU C 

153 GLU O 

154 SER N 
154 SER CA 
154 SER CB 
154 SER OG 
154 SER C 

154 SER O 

155 CYS N 



-35.64 

-34.51 

-34.45 

-33.36 

-38.89 

-38.81 

-38.77 

-38.39 

-39.55 

-39.06 

-37.99 

-37.47 

-39.60 

-39.09 

-38V 02 

-37 .46 

-37.65 

-38.13 

-36.50 

-35.69 

-34.92 

-34.31 

-33.30 

-34.83 

-34.74 

-33.67 

-35.12 

-34,30 

-34.99 

-35.86 

-35.20 

-35.85 

-34.05 

-32.88 

-32.12 

-32.56 

-31.21 

-31.23 

-29.99 

-30.32 

-29.08 

-30.95 



-20.99 
-20 .89 
-19.91 
-19.82 
-22.11 
: r23,15 
-22 .06 
-23,22 
-24.11 

-25.31 
-26.08 
-27.12 
-25.61 
-26.64 
-27.39 
-28.37 
-22 

-"21.81 

-23,30 

-22.88 

-21.62 

-20.95 

-21.46 

-19.90 

-24.00 

-24.16 

-24.77 

-25 . 88 

-26.68 

-25,85 

-24.55 

-23.49 

-24; 58 

-25.53 

-26.41 

-24.24 

-23.81 

-22.38 

-22. 04 

-23.92 

-23.86 

-24.11 



50.05 
49.24 
48.26 
47,42 
49.33 
49.98 
48.01 
47.21 
46.79 
45.98 
■■ 46.43 
45.66 
44.73 
43.95 
44.43 
43 . 65 
45.98 
45.29 
. 45,71 
44.58 
44 . 94 
43.75 
43 . 24 
43.34 
44.16 
44.74 
43.14 
42 .66 
41.55 
40.61 
40.21 
40.40 
39.73 
42.24 
41.84 
42.24 
41.87 
41.29 
40.68 
43.11 
43.03 
44.26 



15.00 

15,00 

15.00 

15.00 

15.00 

15,00 

15 V 00 

15,00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 
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155 CYS CA 


-30; 25 


-24 27 


155 CYS C 


-29 .46 


-25.57 


155 CYS 0 


•30:01 


-26 . 60 


155 CYS CB 


-31; 24 


-24. i 9 


155 CYS SG 


-30 .52 


-24 .05 


156 ASN N 


-28.18 


-i 2 51. 54 


156 ASN CA 


-27 .32 


-26.73 


156 ASN CB 


-25.94 


-26.34 


156 ASN CG 


-25 .00 


^27^52 


156 ASN QD1 


-25.41 


-28.68 


156 ASN ND2 


-23.72 


-27.24 


156 ASN C 


—27.17 


-27.54 


156 ASN 0 


-26.43 


-27.15 


157 SER N 


—27 .79 


-28 71 


157 SER CA 


-27.75 


-29 50 


157 SER CB 


-28.54 


-'SO .87 


15 7 SER OG 


-29.86 




157 SER C 


—2 6; 34 


^29 ;93 


157 SIER 6 


-26 ; 09 


-30; 17 


158 ASP N 


-25.42 


-29.97 


158 ASP CA 


-24.04 


-30.32 


158 ASP CB 


-23.39 


-30.98 


158 ASP CG 


-24.30 


-32 ; 01 


158 ASP OD1 


-25.16 




158 ASP OD2 


-24.16 


-33 22 


158 ASP C 


-23 . 23 


-29 .12 


158 ASP 0 


-22.07 


-29 26 


159 ASN N 


-23.84 


-27 .94 


159 ASN CA 


-23 .16 


-26.74 


159 ASN CB 


-23 .23 


-25.65 


159 ASN CG 


-22 .43 


-24 .40 


159 ASN OD1 


-21.20 


-24 v43" 


159 ASN ND2 


-23 .13 


-23 .30 


15 9 ASN C 


-23.72 


-26.25 


159 ASN 0 


-24 52 


-25 31 


160 LEU N 


-23 .32 


-26.89 


160 LEU CA 


-23 .78 




160 LEU CB 


-23.80 


-27.66 


160 LEU CG 


-24.71 


-28.86 


16 0 LEU CD1 


-24.59 


-29.92 


160 LEU CD2 


-26.15 


-28.43 


160 LEU C 


-22.89 


-25.34 



45.52 

; : 45 .44 

45.04 
46.67 
■•. 48.32 
45.80 
45.73 
45.18 
45 .10 
I 45.25, 
44.86 
47.03 
47.94 
47.05 
48.22 
47.97 
47.53 
48.65 
: 49.82 
47.69 
47.98 
46.77 
:46.iO 
45.30 
46.38 
48.47 
48.88 
48.44 
48. 87 
47.79 
48.16 
48.25 
48.37 
50.20 
50.24 
51.29 
52.62 
53.59 
53.26 
54,34 
53 .10 
53.12 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15; 00 

15.00 

15.00 

15 .00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 
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160 LEU O 

161 ASN N 
161 ASN GA 
161; ASN CB 
161 ASN CG 
161 ASN OD1 
161 ASN ND2 

V'.16;l:" : A^yC' 

161 ASN O 

162 HIS N 

162 HIS CD2 
162 HIS ND1 
162 HIS GE1 
162 HIS NE2 

162 ms e 

1(52 HIS G 

163 AiiA N 
163 ALA CA 
163 ALA CB 
163 ALA C 

163 ALA O 

164 m N 
164 VAL GA 
164 VAL CB 
164 VAL CGI 
164 VAL iCG2 
164 VAL C 

164 VAL 0 ..• 

165 LEU N 
165 LEU GA 
165 LEU GB 
165 LEU CG 
165 LEU GDI 
165 LEU CD2 
165 LEU C 

165 LEU O 

166 ALA N 
166 ALA CA 
166 ALA CB 



-21 .71 


-25.55 


-23 .46 


-24.15 


-22 .70 


-22.98 


-22 v49 


-22^04 


r23 . 80 


:r21v6Q 


-24; 62 


-20.89 


-24 .02 


-22 .04 


• : -23 124 


-22.19 


-22.50 


-21.41 


^24.50 


-22.38 


-25-09 


-21.63 


-26.09 


-20.60 


^26^36 • 


• ^19i45 


••: :; -^2.7;.:52'' 


-18.88 


;-25.35 


-18.74 


-25. 89 


-17.79 


.. : -:-27v : 2p ; 


-17.85 


:-; : ^25>;7 : 3 ■ 


f22 : .52 


-26.57 


-23.36 


-25.29 


-22.33 


-25.82 


-23.08 


-24.83 


-23 .11 


-27 . 09 


-22.35 


r27 . 17 


-21.12 


-28. 07 


-23.10 


-29 .33 


-22.51 


-30.15 


-22.28 


-30 . 99 


-23. 50 


—30.94 


-21.02 


-30. 02 


-23.41 


-29 .40 


-24.32 


-31 . 28 


-23.14 


-31.97 


-23 .95 


-31 .89 


-23.27 


-32 .54 


-23 .86 


-31.64 


-24.89 


-32 .80 


-22.75 


-33.42 


-24.23 


-34>17 


-23.31 


-33 .78 


-25.51 


-35.16 


-25.91 


-35.20 


-27.32 



53.43 15.00 

53.23 15.00 

53.65 15.00 

52.46 15.00 

51.80 15.00 

52. 4p 15.00 

50.57 15.00 

54,82 ISvOb 

■ -JtS^OO ' 

55-16 l;5-oo 

56.25 15.00 

55.70 15.00 

56.63 15.00 

57.02 15.00 
57.27 15.00 
58.01 15.00 
57.88 15.00 
57.32 15.00 

57.03 15.00 

58.56 15.00 

59.68 15.00 
60.82 15.00 
60.10 15.00 

60.04 15.00 

60.57 15.00 
60.95 15.00 

59.67 15.00 
59.31 15.00 
59.76 15.00 

62.00 15.00 
62.53 15.00 
62.31 15.00 
63.31 15.00 

64.69 15.00 
65.94 15.00 
66.56 15.00 
66.92 15.00 
62.94 15.00 

62.68 15.00 
62.87 15.00 
62.55 15.00 

62.01 15.00 



PCT/US96H7512 
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166 ALA C -35.95 -25.80 63.83 15.00 

166 ALA O -35.67 -26.47 64.81 15.00 

167 VAL N -36.93 -24.91 63.82 15.00 
167 VAL CA -37.77 -24.62 64.97 15.00 
167 VAL CB -37.87 -23.05 65.10 15.00 

: 167 VAL CGI -39.11 -22.60 65.81 15.00 

, 167 VAL CG2 -36.64 -22.53 65 .82 15 .00 

167 VAL C -39.14 -25.30 64.88 15.00 
: 167 VAL O -39.98 -25.17 65.77 15.00 

168 GLY N -39.36 -26.05 63 .81 15.00 
168 GLY CA -40.63 -26.73 63.66 15.00 
168 GLY C -40.88 -27.11 62.23 15 .00 

168 GLY O -39.96 -27 .09 61.41 15 .00 

169 TYR N -42.12 -27.45 61.92 15.00 
169 TYR CA -42.52 -27,84 60.57 15 .00 
169 TYR CB -41.99 -29.24 60.21 15.00 
169 TYR CG -42.49 -30.37 61.09 15.00 

; 169 TYR CD1 -43 .82 -30.80 61.01 15.00 

169 TYR CE1 -44.30 -31.81 61.82 15.00 

( 169 TYR CD2 -41.66 -30.99 62.01 15.00 

169 TYR CE2 -42.13 -32.01 62.83 15.00 

169 TYR CZ -43.46 -32.41 62.73 15.00 

169 TYR OH -43.96 -33.41 63.53 15.00 

169 TYR C -44.03 -27.76 60.48 15.00 

169 TYR O -44.71 -27.65 61.49 15.00 

170 GLY N -44.57 -27.80 59.26 15.00 
170 GLY CA -46.01 -27.72 59 . 11 15.00 
170 GLY C -46.48 -27.54 57.68 15.00 

170 GLY O -45.85 -28.04 56.75 15.00 

171 ILE N -47.55 -26.79 57.50 15.00 
171 ILE CA -48.11 -26.53 56.18 15.00 
171 ILE CB -49.30 -27.48 55.85 15.00 
171 ILE CG2 -48.79 -28.88 55.55 15 . 00 
171 ILE CGI -50.29 -27.53 57. 02 15.00 
171 ILE CD1 -51.40 -26.48 56,97 15.00 
171 ILE C -48.63 -25.10 56.07 15.00 

171 ILE O -48.87 -24.44 57.08 15.00 

172 GLN N -48.75 -24.62 54.84 15.00 
172 GLN CA -49.27 -23.28 54.60 15.00 
172 GLN CB -48.22 -22.34 54.00 15.00 
172 GLN CG -48.63 -20.86 53.96 15.00 
172 GLN CD -47.49 -19.92 54.36 15.00 
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172 GLN 0E1 
172 GLN NE2 
172 :GLN C 

172 GLN G 

173 LYS N 
173 LYS CA 
173 LYS CB 
173 LYS CG 
173 LYS CD 
173 LYS CE 
173 LYS NZ 
173 LYS C 

173 LYS O 

174 GLY N 
174 GLY CA 
174 GLY C 

174 GLY O 

175 ASN N 
175 ASN CA 
175 ASN CB 
175 ASN CG 
175 ASN OD1 
175 ASN ND2 
175 ASN C 

175 ASN O 

176 LYS N 
176 LYS CA 
176 LYS CB 
176 LYS CG 
176 LYS CD 
176 LYS CE 
176 LYS NZ 
176 LYS C 

176 LYS O 

177 HIS N 
177 HIS CA 
177 HIS CB 
177 HIS CG 
177 HIS CD2 
177 HIS ND1 
177 HIS CE1 
177 HIS NE2 



-47.54 

-46.46 

-50.46 

-51.49 

-50.30 

-51.38 

-51.36 

-51.38 

-52.68 

-53.81 

-53.58 

-51.15 

-50.84 

-51.19 

-50.98 

-49.52 

-49.20 

-48.63 

-47.21 

-46.45 

-47.23 

-48.07 

-46.97 

-46.60 

-46.82 

-45.87 

-45.20 

-44.69 

-45.74 

-46 .88 

-47.97 

-48.80 

-44.05 

-43 .63 

-43.57 

-42.45 

-42.88 

-43 .82 

-43.66 

-45.10 

-45.67 

-44.82 



-19.28 

-19.83 

-23.45 

-24.00 

-23.07 

-23.21 

-22.10 

-20.70 

-20.45 

-20.28 

-19.10 

-24.57 

-24.70 

-25.57 

-26.94 

-27.32 

-28.49 

-26.35 

-26.62 

-25.42 

-24 . 69 

-23.83 

-25.03 

-27 . 05 

-26.41 

-28.16 

-28.68 

-30,10 

-31.11 

-31.26 

-32.21 

-31.66 

-27.71 

-27.08 

-27.54 

-26.64 

-25.18 

-24.66 

-24 . 45 

-24.21 

-23.75 

-23.88 



55.40 

53.52 

53 . 67 

54.07 

52.41 

51.46 

50.42 

51.04 

51.78 

50.78 

49.88 

50.86 

49.68 

51.73 

51.31 

51.13 

50.87 

51.27 

51.11 

50.56 

49.49 

49 .80 

48.24 

52.42 

53.46 

52.38 

53. 57 

53.34 

52.86 

53.85 

53.34 

52.19 

53.76 

52.80 

54.99 

55.21 

54.99 

56.02 

57.35 

55.71 

56.81 

57.81 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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177 HIS C 

177 HIS 0 

178 TRP N 
178 TRP CA 
178 TRP CB 
178 TRP CG 
178 TRP CD2 
178 TRP CE2 
178 TRP GE3 



178 


TRP 


CD1 


178 


TRP 


NE1 


178 TRP CZ2 


178 


TRP 


CZ3 


178 


TRP 


CH2 


178 


TRP 


C 


178 


TRP 


0 


179 


ILE N 


179 


ILE 


CA 


179 


ILE 


CB 


179 


ILE 


CG2 


179 


ILE 


CGI 


179 


ILE 


CD1 


179 


ILE 


C 


179 


ILE 


0 


180 


ILE 


N 


180 


ILE 


CA 


180 


ILE 


CB 


180 


ILE 


CG2 


180 


ILE 


CGI 


180 


ILE 


CD1 


180 


ILE 


C 


180 


ILE 


0 


181 


LYS 


N 


181 


LYS 


CA 


181 


LYS CB 


181 


LYS 


CG 


181 


LYS 


CD 


181 


LYS 


CE 


181 


LYS 


NZ 


181 


LYS 


C 


181 


LYS 


0 



182 ASN N 



-41.71 -26.78 

-42.23 -27.35 

-40.49 -26.24 

-39.60 -26.23 

-38.19 -26.64 

-37.99 -28.06 

-38.07 -29.18 

-37.75 -30.33 

-38.38 -29.33 

-37.64 -28.56 

-37.49 -29.92 

-37,73 -31.61 

-38.37 -30.60 

-38.05 -31.72 

-39.54 -24.81 

-39.17 -23.88 

-39.90 -24.63 

-39.78 -23.31 

-40.56 -23.19 

-40.42 -21.80 

-42.03 -23.55 

-42.83 -23.54 

-38.30 -23.20 

-37.76 ^24.02 

-37.61 -22.23 

^36.18 -22.05 

-35.39 -22.09 

-33.93 -21.75 

-35.49 -23.48 

-35.01 -24.57 

-35.91 -20.73 

-36.58 -19.74 

-34.98 -20.76 

-34.59 -19.57 

-34.57 -19.82 

-34.13 -18.62 

-33.87 -19.01 

-33.59 -17.80 

-33.32 -18.14 

-33.19 -19.24 

-32.27 -20.05 

-33.04 -18.08 



56.53 15.00 
57.50 15.00 

56.54 15. -06 
57 .69 15.00 
57.31 15.00 
56.96 15.00 
57.84 15.00 
57.09 15.00 
59.20 15.00 
55.74 15.00 
55.81 15.00 
57.65 15.00 
59.76 15.00 
58.98 15.00 
58.28 15v00 
57.58 15 .00 

59.55 15>00 
60 .15 15.00 

61.47 15.00 
62.04 15.00 
61.26 15.00 
62.53 15:00 

60.48 15.00 
61.22 15.00 
59.88 15.00 

60.12 15.00 

58.78 15.00 
58.98 15.00 
58.17 15.00 
59.10 15.00 
60.84 15.00 
60.60 15.00 

61.79 15.00 
62.52 15.00 
64.03 15.00 
64.86 15.00 
66.30 15.00 

67.13 15.00 
68.55 15.00 
62 . 02 15.00 
62.15 15.00 
61.38 15.00 
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TABLE IX 



182 ASM CA 
182 ASM CB 
182 ASM CG 
18 2 ASM OD1 
182 ASN ND2 
182 ASN C 

182 ASM O 

183 SER N 
183 SER CA 
183 SER CB 
183 SER OG 
183 SER C 

183 SER O 

184 TRP N 
184 TRP CA 
184 TRP CB 
184 TRP CG 
184 TRP CD2 
184 TRP CE2 
184 TRP CE3 
184 TRP GDI 
184 TRP NE1 
184 TRP CZ2 
184 TRP CZ3 
184 TRP CH2 
184 TRP C 

184 TRP O 

185 GLY N 
185 GLY CA 
185 GLY C 

185 GLY O 

186 GLU N 
186 GLU CA 
186 GLU CB 
186 GLU CG 
186 GLU CD 
186 GLU OE1 
186 GLU 0E2 
186 GLU C 

186 GLU 0 

187 ASN N 
187 ASN CA 



-31.75 

-31.93 

-30.71 

-29.58 

-30.94 

-31.07 

-31.52 

-29.98 

^29 .28 

-28.10 

-27.27 

-28.83 

-27. 65 

-29.77 

-29.49 

-29.61 

-28.60 

-28. 66 

-27 . 49 

-29.60 

-27.43 

-26.76 

-27 .22 

-29.33 

-28.15 

-30.42 

-30.89 

-30 .70 

•31.58 

-33.02 

■33.31 

•33.94 

•35.36 

•36.22 

-36.03 

•36.84 

37.97 

36.35 

35.77 

36.90 

34.84 

35.06 



-17.66 
-16.90 
-16.97 
-17.07 
-16.92 
-16.80 
-16.75 
v-16yl3> 
-15.27 
-16.00 
-16.59 
-13.99 
-13.66 
-13.30 
-12.05 
-12.22 
-13.15 
-13.78 
-14.55 
-13.77 
-13.56 
-14.39 
-15.31 
-14.53 
-15.29 
-10.97 
-10.12 
-11.03 
-10.07 
-10.33 
-11.05 
-9.76 
-9.93 
-9.59 
-8.21 
-7 . 96 
-8.49 
-7.22 
-9.12 
-9.24 
-8.32 
-7.47 



60.85 
59 .53 
58.64 

; 59yll! 
57.33 

63.05 
' 61 .55 
62.49 
63 .13 
62 .15 
61.81 
61.82 
61.17 
60.48 
58 .96 
58 .37 
57 .08 
56.94 
56.03 
58.93 
58.08 
55.78 
54.89 
54.78 
61.00 
60.25 
62.30 
62.94 
62.57 
61.62 
63.35 
63.07 
64.28 
64.80 
66 .04 
66 .13 
66.93 
61 . 86 
61.38 
61.36 
60.20 



. 15.00 

' isiob 

15.00 
15.00 
15.00 
15.00 
15.00 

• v '*5^o6-; 

15.00 
15.00 
15.00 
15.00 
.15.00 
15.00 
15.00 
15.00 

15.00 

15 . 00 

15 . 00 

15 .00 

15>00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 ,00 

15.00 

15.00 

15.00 

15.00 



4\» 



W097/J6I77 TARI.lF.tY: PCTAJS96/i7S12 



187 ASN CB -34.05 -6.32 60.16 15.00 

187 ASN CG -34.41 -5.27 59.11 15.00 

187 ASN OD1 -35.57 -5.16 58.70 15.00 

187 ASN ND2 -33 .41 -4.49 58.69 15. 00 

187 ASN C -35.00 -8.26 58.91 15.00 

187 ASN 0 -35.44 -7.79 57.86 15.00 

188 TOP N -34.42 -9.46 58.97 15.00 
188 TOP CA -34.30 -10.30 57.80 15.00 
188 TOP CB -33.01 -11.12 57.86 15,00 
188 TOP CG -32 . 84 -11.99 56 .71 15 . 00 
188 TOP CD2 -33.26 -13.36 56; 60 15.00 
188 TOP CE2 -32 .96 -13 .77 55.29 15.00 
188 TOP CE3 -33.86 -14.26 57.48 15.00 
188 TOP CD1 -32.32 -11.65 55.51 15.00 
188 TOP NEi -32.39 -12.71 54; 64 15,00 
188 TOP CZ2 -33.24 -15.07 54.83 ( 15,00 
188 TOP CZ3 -34.15 -15.55 57.02 15.00 
188 TOP CH2 -33.84 -15.94 55.72 15. 00 
188 TOP C -35 . 50 -11.21 57.63 15.00 

188 TOP O -36.05 -11.71 58:61 15.00 

189 GLY N -35 . 92 -11.43 56.38 15 .00 
189 GLY CA -37 . 05 -12.30 56.10 15.00 
189 GLY C -38.29 -11.99 56.92 i5.00 

189 GLY O -38.61 -10.83 57.20 15.00 

190 ASN N -39.01 -13.04 57.31 15.00 
190 ASN CA -40.21 -12.85 58.11 15.00 
190 ASN CB -41.21 -13.98 57.90 15.00 
190 ASN CG -42.58 -13.65 58.45 15.00 
190 ASN OD1 -42 .74 -12.81 59.33 15.00 
190 ASN ND2 -43.60 -14.32 57.92 15.00 
190 ASN C -39 . 77 -12 .74 59.56 15.00 

190 ASN O -39.83 -13 .72 60.30 15 .00 

191 LYS N -39.24 -11.59 59.94 15.00 
191 LYS CA -38.80 -11.39 61.31 15 . 00 
191 LYS CB -40.02 -11.23 62 .23 15.00 
191 LYS CG -40.86 -10.00 61.87 15.00 
191 LYS CD -42.05 -9.79 62.79 15 . 00 
191 LYS CE -43.16 -10.79 62.51 15.00 
191 LYS NZ -43.76 -10.63 61.14 15,00 
191 LYS C -37.83 -12.46 61.81 15.00 

191 LYS O -38.02 -13.08 62.86 15.00 

192 GLY N -36.77 -12.65 61 . 03 15 . 00 
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192 GLY CA 


\ -35.73 


-13.62 


61.37 


192 GLY: C 


• / -35.96 


-15.05 


60.91 


192 GLY 0 


-35 . 00 


-15.80 


60.72 


193 TYR N 


-37.21 


i-15.43 


60.71 


193 TYR CA 


-37.53 


-16.78 


60.30 


193 TYR CB 


-38.71 


-17.32 


61-10 


193 TYR CG 


-38.44 


-17.47 


62.58 


193 TYR CD1 


; .:;-38v:48-/ 


-16.39 


63.44 


193 TYR CE1 


-38.21 


-16.54 


64i79 


193 TYR CD2 


-38.12 


-18.72 


63.11 


193 TYR CE2 


-37.84 


-18.88 


64.46 


193 TYR CZ 


-37.89 


-17.79 


65.29 


193 TYR OH 


-37.62 


-17.95 


66.63 


193 TYR C 


-37.78 


-16.91 


58.82 


193 TYR 0 


-38.05 


-15.93 


58.14 


194 ILE N 


-37.72 


-18.14 


58.33 


194 ILE CA 


-37.95 


-18.43 


56.92 


194 ILE CB 


-36.63 


-18.38 


56.07 


194 ILE CG2 


-35.63 


-19.42 


56.55 


194 ILE CGI 


-36.94 


-18.61 


54.60 
53.69 


194 ILE GDI 


-35.75 


-18.49 


194 ILE C 


-38.57 


-19.82 


56.79 


194 ILE O 


-38.12 


-20.78 


57.42 


195 LEU N 


-39.65 


-19.91 


56.03 


195 LEU CA 


-40.34 


-21.17 


55.80 


195 LEU CB 


-41.84 


-20.95 


55.67 


195 LEU CG 


-42.72 


-21.15 


56.90 


195 LEU CD1 


-42.11 


-20.50 


58.14 


195 LEU CD2 


-44.10 


-20.59 


56.59 


195 LEU C 


-39.79 


-21.84 


54.56 


195 LEU O 


-40.17 


-21.50 


53.45 


196 MET N 


-38.86 


-22.76 


54.75 


196 MET CA 


-38 .25 


-23.48 


53.63 


196 MET CB 


-36.83 


-23.91 


53.98 


196 MET CG 


-35.91 


-22.73 


54.21 


196 MET SD 


-34.18 


-23.17 


54.37 


196 MET CE 


-33.94 


-24.05 


52.84 


196 MET C 


-39.13 


-24.66 


53.22 


196 MET O 


-40.03 


-25.06 


53 . 97 


197 ALA N 


-38.87 


-25.24 


52.05 


197 ALA CA 


-39.67 


-26.35 


51.54 


197 ALA CB 


-39.50 


-26.46 


50.04 
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15.00 
. . 15.00 

15.00 
- 15.00 

: 15.00 

' 15.00 

;i5,i0O 

15>06 

-i5; ; oo^ ■:" 

15.00 
■ iSvOO 
15 , X) 0 ■ 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 i 66 
15,00 
15.00 
15;Q0 
15.00 

isvbo 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 



Hqo 
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TABLEK 
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197 ALA C 

197 ALA O 

198 ARG N. 
• 198 ARG CA 

198 ARG CB 
198 ARG CG 
198 ARG GD 
198 ARG: NE 
198 ARG CZ 
198 ARG KH1 
198 ARG NH2 
■ 198 ARG C ■ 

198 ARG O 

199 ASN N 
199 ASN CA 
199 ASN CB 
199 ASN CG 
199 ASN OD1 
199 ASN ND2 
19 9 ASN C 

199 ASN 0 

200 LYS N 
200 LYS CA 
200 LYS CB 
200 LYS CG 
200 LYS CD 
200 LYS CE 
200 LYS NZ 
200 LYS C 

200 LYS O 

201 ASN N 
201 ASN CA 
201 ASN CB 
201 ASN CG 
201 ASN OD1 
201 ASN ND2 
201 ASN C 

201 ASN O 

202 ASN N 
202 ASN CA 
202 ASN CB 
202 ASN CG 



-39-40 

-38.26 

-40.47 

-40.35 

-41.11 

-41.08 

-41.32 

-42.61 

-43.76 

-43.79 

-44 .88 

^40.82 

-41.91 

-39.97 

-40.27 

-41.62 

-41.53 

-42.42 

-40 . 45 

-40,21 

-40.78 

-39 .48 

-39 .31 

-39.31 

-40.70 

-41.37 

-42.76 

-42.73 

-37.98 

-37.11 

-37.81 

-36.58 

-36.41 

-37 . 15 

-36.68 

-38.32 

-35.33 

-34.27 

-35.46 

-34.37 

-33.25 

-32.20 



-27.70 
-28.15 
-28.36 
-29,67 
-29.71 
-31.06 
. -30.93 
-30.32 
-30.98 
-32.29 
-30.33 
-30.77 
-30.70 
-31.76 
-32.90 
-33.54 
-34.36 
-34.31 
-35; 13 
-32.59 
-33.32 
-31.54 
-31.17 
-29.66 
-29.02 
-29.23 
-28.59 
-27.14 
-31. 78 
-31.09 
-33.06 
-33.78 
-33.93 
-35.13 
-35.78 
-35.42 
-33.22 
-33.16 
-32.84 
-32.30 
-33 .34 
-32.93 



52.18 

52 .25 

52.62 

53:24 

54.57 

55.27 

56.75 

57.06 

57.14 

56.95 

57.45 

52.30 

51.73 

52 . 12 

51.25 

51. 63 

52.90 

53.75 

53.05 

49 .76 

48.94 

49.41 

48.01 

47.81 

47.77 

46.42 

46.37 

46.73 

47.60 

47.06 

47.93 

47.62 

46.11 

45.56 

44.63 

46.13 

48.27 

47.66 

49.54 

50.35 

50.49 

51.48 



15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15 . 00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15, 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE IX 
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202 ASN GDI 
202 ASN: ND2 
202 ASN C 

202 ASN O 

203 ALA N 
. 203 ALA H 

:203 ALA CA 
203 ALA CB 
203 ALA C 

203 ALA O 

204 CYS N- ' 
204 CVS CA 
204 CYS C 
204 CYS 0 
204 CYS: CB 

204 CYS SG 

205 GLY N 
205 GLY CA 
205 GLY C 

205 GLY O 

206 ILE N 
206 ILE CA 
206 ILE CB 
206 ILE CG2 
206 ILE CGI 
206 ILE CD1 
206 ILE C 

206 ILE O 

207 ALA N 
207 ALA CA 
207 ALA CB 
207 ALA C 

207 ALA G 

208 ASN N 
208 ASN CA 
208 ASN CB 
208 ASN CG 
208 ASN GDI 
208 ASN ND2 
208 ASN C 

208 ASN G 

209 LEU N 



-32.51 

-30.94 

-33.83 

-32.62 

-34.73 

-35,60 

-34.39 

-35.57 

-33.27 

-33.33 

-32.23 

-3i.il 

-30.29 

-29.50 

-31.58 

-32.12 

-30.43 

-29.68 

-30.10 

-29.31 

-31.37 

-31.95 

-33.46 

-34 .13 

-34.06 

-33.76 

-31.71 

-31.47 

-31.79 

-31.58 

-32.72 

-30.25 

-30.15 

•29.24 

•27.91 

•27.41 

•27.70 

•28.85 

26 . 65 

26.85 

25.80 

27.08 



-32.44 

-33.14 

-30.96 

-30.77 

-30.00 

-30.20 

-28.68 

-27.74 

-28.06 

-28.03 

-27.56 

-26.89 

-27.71 

-27.14 

-25. 60 

-24.29 

-29.03 

-29.88 

-29.71 

-29.92 

-29.38 

-29.16 

-28.92 

-30.13 

-28.55 

-27.15 

-30.29 

-30.04 

-31.54 

-32 . 69 

-33.68 

-33.35 

-34.57 

-32.54 

-33.04 

-32.42 

-33.30 

-33.50 

-33.86 

-32.89 

-33.53 

-32 . 00 



52.56 

51.13 

49.85 

49.68 

49.69 

50.07 

49-18 

49.24 

50.04 

51.26 

49.35 

50.02 

51.00 

51 .76 

50.69 

49.55 

50.98 

51.90 

53.35 

54.27 

53.54 

54.85 

54.73 

54.12 

56.10 

56.54 

55.85 

57.03 

55.38 

56.25 

56.08 

55.94 

55.95 

55.67 

55.33 

54.03 

52.84 

52.47 

52.26 

56.41 

56.35 

57.36 



15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15 .00 

15.00 

15. 00 

15.00 

15 . 00 

15-00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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209 LEU CA 
209 LEU CB 
209 LEU CG 
209 LEU GDI 
209 LEU CD2 
209 LEU C 

209 LEU O 

210 ALA N 
210 ALA H 
210 ALA CA 
210 ALA CB 
210 ALA C 

210 ALA O 

211 SER N 
211 SER GA 
211 SER CB 
211 SER OG 
211 SER C 

211 SER O 

212 PHE N 
212 PHE CA 
212 PHE CB 
212 PHE CG 
212 PHE CD1 
212 PHE CD2 
212 PHE CE1 
212 PHE CE2 
212 PHE CZ 
212 PHE C 

212 PHE O 

213 PRO N 
213 PRO CD 
213 PRO CA 
213 PRO CB 
213 PRO CG 
213 PRO C 

213 PRO O 

214 LYS N 
214 LYS CA 
214 LYS CB 
214 LYS CG 
214 LYS CD 



-7fi in 


_*2 1 ft*) 

—J x • oz 


— 7< fl7 


— 7 rt 77 


* j • oy 


— 1 i r\A 


-77 fift 


— 77 71 


_7? 07 
. oz 


— 7Q ftl 


— 0 mil 


— 7 1 A£ 

— jX . 4o 




J u • oo 




— 7 7 n q 


-0*7 ftl 


—7i on 


-7 ft £7 
A o • o / 


-71 ftn 


- 7 Q 97 


— 71 17 




— 77 Rfi 
— • Do 


-77 Rft 


-77 CQ 


-7 ft Aft 


— 71 07 


-27 .60 


-32 .53 


-26.07 


-32.52 


-25.53 


-31.21 


-28,25 


-31.80 


-28.68 


-30.65 


-28.44 


-32.51 



-29.04 -31.94 

-30 . 53 -32.29 

-30.81 -33.77 

-31.04 -34.48 

-30.85 -34.45 

-31.30 -35.84 

-31.11 -35.82 

-31.33 -36.51 

-28.22 -32.41 

-27.54 -33.43 

-28.19 -31.63 

-28.56 -30.21 

-27.41 -32.07 

-26.98 -30.75 

-28.17 -29.90 

-28.21 -32.91 

-29.45 -32.81 

-27.50 -33.77 

-28.12 -34.59 

-27.50 -35.97 

-28.01 -37.00 

-27.20 -38.28 



58.42 15.00 

58.03 15/00 

58.63 15.00 

57.88 15.00 

58.52 15.00 
59.73 15.00 
60.51 15,00 
59.97 15.00 
59.38 15.00 
61.19 15.00 
61.33 15.00 
62.37 15.00 
62.23 15.00 

63.53 15.00 
64.76 15 .00 
64.86 15 ,00 

64.89 15 .00 
65.93 15.00 
65.78 15.00 
67.03 15 .00 

68.23 15.00 

68.37 15.00 

68.41 15.00 

67.24 15.00 

69.62 15.00 

67.27 15.00 

69.67 15.00 
68.48 15.00 
69.43 15.00 
69.36 15,00 
70.50 15.00 

70.63 15.00 
71.65 15.00 

72.28 15.00 
72.06 15.00 
72.65 15.00 
72.72 15.00 

73.38 15.00 

74.42 15.00 

74.52 15.00 

73.53 15.00 

73.68 15.00 
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214 LYS CE 
214 LYS NZ 
214 LYS C 

214 LYS O 

215 MET N 
215 MET CA 
215 MET CB 
215 MET CG 
215 MET SD 
215 MET GE 
215 MET C 
215 MET OT1 

215 MET OT2 

216 HOH OH2 

217 HOH OH2 

218 HOH OH2 

219 HOH OH2 

220 HOH OH2 

221 HOH OH2 

222 HOH OH2 

223 HOH OH2 

224 HOH OH2 

225 HOH OH2 

226 HOH OH2 

227 HOH OH2 

228 HOH OH2 

229 HOH OH2 

230 HOH OH2 

231 HOH OH2 

232 HOH OH2 

233 HOH OH2 

234 HOH OH2 

235 HOH OH2 

236 HOH OH2 

237 HOH OH2 

238 HOH OH2 

239 HOH OH2 

240 HOH OH2 

241 HOH OH2 

242 HOH OH2 

243 HOH OH2 

244 HOH OH2 



-27.79 
-27.00 
-27 .86 
-26.73 
-28.90 
-28.73 
-29.47 
-28.62 
-29.49 
-30.02 
-29.15 
-30.12 
-28.49 
-28.59 
-24.24 
-30.97 
-30.10 
-13.66 
-9.67 
-34.55 
-14.15 
-11.90 
-24.25 
-10.58 
-14.05 
-44 .68 
-45.38 
-39.65 
-35.12 
-17.36 
-30.35 
-27.89 
-21.85 
-30.14 
-40.50 
-27 . 85 
-38,29 
-36.58 
-46.68 
-26.77 
-43.58 
-23.22 



-39.45 
-40.67 
-33.84 
-33.45 
-33 .63 
-32.91 
-31.58 
-30 . 45 
-28.92 
-28.81 
-33.74 
-34,53 
-33.59 
-18.05 
-33.32 
-16.19 
-20.71 
-11.12 
-9.48 
-23 .08 
-32.13 
-8.52 
-30.66 
-2.52 
-21.32 
-30.63 
-36.05 
-13.31 
-36.60 
-34.13 
-19.53 
-19.53 
-29.55 
3.73 
-29.62 
-23.15 
-13.95 
-24.59 
-34.18 
-6.82 
-17.40 
-6.13 



72.93 

73.21 

75.70 

75 . 98 

76 .49 

77.73 

77; 67 

78-17 

78.17 

79.89 

78.95 

78.84 

80.01 

86.43 

82.08 

65.69 

63.47 

63.10 

64.25 

70.24 

69.51 

62.51 

62.17 

79.25 

67.22 

50.04 

56.05 

65.32 

49.29 

65.07 

65.73 

62 .51 

62.34 

67.17 

80.16 

86.33 

44.87 

50.05 

57.37 

59.79 

60.45 

61.38 



15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15. 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
;15v00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15.00 
15.00 



WO 97/16177 



TABLE DC 
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'O Ac xjrxu r\xr~i 
z4 D HOH OHz 


-33> 13 


OO 1 A " 

-28.30 


71.09 


15 . 00 


trrMj- nno: 
nUn OHz 


■■■ A C • CO 

-4:6 . 57 


0 c 0 0 
•^25.22 


1 a - a O 

78 .97 


15.00 


OAH xxrxu fXtiH 
z*4 / HUH UHz 


1 A " C 1 
- 4. 4 > 5X 


O " 0 c 
—7.76 


A A O A 

88 .7? 


' " "l' C ■" • Art 

15 .00 


OAO XJ/MI /"ItlO 
««0 HUH UHz 


, -4 .zb 


OA O^ 

-20 . 73 


74.76 


15. pq 


Z4 2f - . HUH UHz 


* 'A • A >! 

0.44 


-15 .91 


O c -0 1 

75.31 


15. (JO 


OCA TT/"\TT /NTJO 

ZDU HUH OHz 


^19 ♦ /X 


"3 VI DO 

-34. 82 


58 .63 


••••:;:l : 5 : i;6;(J: 


«3X HOH Uflx 


OA 01 


11 OO 

-XX .zo 


CO : 0 A • 

53 .79 


< 15 v 00 


404 HUH Unz 


• "^o a c 


OO OO 

-zo . 27 


46 .13 


■' " : 1" 'f? " :- : A A'" 

15. 00 


zDJ HOH OHz 


"O O OA 

-38.20 


-15 . 68 


37 .93 


15.00 


OCA tt/\u rtui 
/34 nUn Uiiz 


■ • ■ A 1- - A A 

. -41.44 


0 a 0 0 
-34 .28 


C O A 

56.30 


15.00 


6jj nun Unz 


A c 0 0 . ■ 


IV CO 

-13 . OZ 


• o*> no 

73 .92 


15.00 


ajo nun Urlz 


— 42 . DO 


11 CA 


A it*-A'- 

60.68 


15^00 


ocn trrtii r^tro 
. ZD / nUn . UHZ 


■ ■■jr.- it c 


■ "c 00 
-O.JO 


' C C C A' ■ 

55 . 50 


15 .00 


*3CQ t?r\ti /"WJO ^ 
xDo nun Utu 


OA OO 

— z 4 . / 9 


-7 ..2*1 


: 66 .67 


15 ; 60 


HUH Oiu 


O O AC 

- Jz . Ut> 


c : Jl 0 

ro.48 


63.77 


15.00 


ocri u/"\tj yvlto 
zou nun Unz 


—1/ . X" 


C OA 

-5.3 0 


66. 67 


15.00 


• 9C1 UAU Alf*) : 

Zol HOH GHz 




OA- it O 

^20 .47 


70.17 


liS-iOO 


oiro tiAti /"vurO 

zoz HOH OHz 


*l O A O 

-13.42 


- -O O - ' A 

-23 .06 


78.55 


15; 00 


' O'CO TTrtt? AtT^ 

263 HOH 0H2 


-8 .54 


r- 2 0.70 


■ '73:.S : |;'-- 


15.00 


zo4 HOH OH2 


: 0- 00 

-^8.22 : 


•'"■O a:.- i : a' 

-29 .32 


76.42 


is.bb 


OCC TxrvLx -/^ttO 

Z 0 D HOH OHz 


OC AO 

-25 .08 


-33 .76 


60.84 


15.00 


OCc unu auo 
zoo nun unz 


0 *5 00 


OO OO 

-3/. 9 9 


66 .66 


15i00 


oco unu ouo 
zo/ Hun Unz 


-t a ■■■■'in A- 
—14.04 


O O AO 

-33 .08 


66 .81 


15 POO 


ocq xir\u auo 
zoo HUH Unz 


to 00 
— iz . /? 


O O AO 

-27.. 03 


*T 1 AO 

71 .88 


15 .00 


oro tir\w rttro: 
z 0 y nun Unz 


-lO . DO 


■AO TO 

-42; 19 


oO *% a ' ' 

77 .34 


15.00 


z/u nun unz 


— ZZ . JLl7 


O O A O 

-3 / .43 


71 .34 


15.00 


9*71 uau f\tiro 
Z # 1 HUH Unz 




*l 1 A-O 

-XX .43 


71.45 


15.00 


z / z nun unz 


"1U .71. 


in Q c 
-X9 •AO. 


CO A^S 

67 . 02 


15.00 


97^ wriw ySwo 
z / j nun unz 


— Tfi 00 


on 10 
— zO.Xz 


A A AO 

49.07 


15 .00 


274 HOH 0H2 


-25.88 


-18.93 


42.52 


15.00 


275 HOH 0H2 


-36.21 


-36.23 


51.70 


15; 00 


276 HOH 0H2 


-20.20 


-20.55 


47.99 


15.00 


277 HOH 0H2 


-38.35 


-31.19 


41.44 


15.00 


278 HOH 0H2 


-37.29 


-30.41 


51.12 


is .00 



WO 97/16177 



TABLE X 



PCT/US96/17512 



Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A2) for the catbepsih K 
complex with inhibitor 1-N- (N-imidazole acetyl- 
leuci^li^ 




Residue Atom 



Y 



Z 



B 



1 ALA CB 



-8.26 



15.35 



87.29 15.00 



1 ALA G 


-6.43 


14.73 


88.90 


15.00 


1 ALA 0 


-6.17 


15.27 


89.97 


15.00 


1 ALA N 


-8 .92 


14.74 


89.58 


15,00 


1 ALA CA 


-7.91 


14. 50 ' 


88.49 


15.00 


2 PRO N 


-5.47 


14.25 


88. 09 


15 .00 


2 PRO CD 


-5.62 


13.29 


86.98 


15.00 


2 PRO GA 


-4.05 


14;. 45 


88,44 


15.00 


2 PRO CB 




13.49 


87.50 


15,00 


2 PRO GG 


-4.27 


, 134 38 


86.30 


15,00 


Z PRO G 


-3 .55 


15.87 


88.27 


15.00 




■• -4.33 - 


16.79 


88.21 


15.00 


J : AS P N 


■-■ •■.■-2>>-2;3 .;: ■ 


16 02 


88.20 


15.00 


j ASP CA 


• ^l..:59; : - • 


17.30 


88.03 


15.00 


J Aor GB 


-0 .07 


17.14 


88.15 


15.00 


J AS P CG 


0.45 


17.62 


89.50 


15.00 




-0. 04 


17.07 


90.52 


15.00 


J Air XJiJA 


1 .29 


18.57 


89,55 


15.00 


7 & CD 

O Air L. 


-1.80 


18. 00 


86 . 73 


15.00 


3 ASP 0 


-i.ii 


17.44 


85.64 


15.00 


4 SER N 


-2.32 


19.26 


86.85 


15.00 


4 SER CA 


-2.67 


20.16 


85.75 


15 . 00 


4 SER CB 


-3.63 


19.49 


84.75 


15.00 


4 SER OG 


-4.80 


19.03 


85.40 


15.00 


4 SER C 


-3.32 


21.45 


86.30 


15.00 


4 S ER O 


-3.83 


21,46 


87 .42 


15 .00 


5 VAL N 


-3;30 


22.53 


85.53 


15 .00 


5 VAL CA 


• -3.9} : • 


23 . 80 


85.94 


15.00 


5 VAL CB 


-3.00 


24.65 


86.90 


15.00 


5 VAL CGI 


-1.73 


25.13 


86.17 


15.00 


5 VAL CG2 


-3 .76 


25.89 


87.45 


15.00 


5 VAL C 


-4.21 


24.62 


84.69 


15.00 


5 VAL 0 


-3.43 


24,58 


83.75 


15.00 


6 ASP N 


-5.38 


25.23 


84.60 


15.00 
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6 ASP CA 


-5.68 


6 ASP CB 


-6.83 


6 AS P CG 


-7.00 


6 ASP GDI 


-6; 01 


6 ASP 002 


-8.12 


6 ASP C 


-6.08 


6 : AS P 0 


-7; 06 


7 TOR N 


-5.27 


7 1YR CA 


-5. 62 


7 TOR CB 


-4 1 36 


7 TYR CG 


-3 .46 


7 TOR GDI 


-3 . 91 


7 TYR CE1 


-3 .20 


7 TO 


-2.23 


1 y TTR CE2 


: rii 52 


7 TOR ; CZ 


-2.00 




-1.35 


7 TOR e 


-6.71 


7 TOR 0 


^7.24 


8 ARG N 


-7.05 


8 ARG CA 


-8.10 


8 ARG CB 


-8.09 


8 ARG CG 


-6.79 


8 ARG CD 


-6.68 


8 ARG NE 


-6.70 


8 ARG CZ 


-6.78 


8 ARG NH1 


-6.85 


8 ARG NH2 


-6.72 


8 ARG C 


-9.44 


8 ARG 0 


-10.24 


9 LYS N 


-9 1.68 


9 LYS CA 


-10.94 


9 LYS CB 


-11. 17 


9 LYS CG 


-11.06 


9 LYS (S) 


-11.19 


9 LYS CE 


-11.10 


9 LYS NZ 


^11.53 


9 LYS C 


-10.96 


9 LYS 0 


-12.02 



10 LYS N -9.86 



10 LYS GA -9.84 
10 LYS CB -8.57 
10 LYS CG -8.45 



26.09 83.46 15.00 
25.51 82.64 15.00 
26.20 81.28 15.00 
26.77 80.80 15.00 

26.17 80.72 15.00 
27.42 84.03 15.00 

27.49 84.72 15.00 

28.45 83.88 15.00 

29.77 84.41 15.00 
30.64 84.56 15.00 

30.18 85.71 15.00 
30.31 87.05 15.00 

29.78 88.07 15.00 

29.50 85.46 15,00 
28.98 86.45 15.00 

29.10 87.79 15.00 

28.46 88.84 15.00 
30.50 83.66 15.00 
31.48 84.14 15.00 

29.98 82.49 15.00 
30.59 81.68 15.00 
30.02 80.26 15.00 

30.28 79.56 15.00 
29.59 78.25 15.00 
28.13 78.38 15.00 

27.29 77.36 15.00 
27.73 76.13 15.00 

25.99 77,58 15.00 
30.40 82.35 15.00 
31.34 82.45 15.00 
29.21 82.87 15.00 
28.95 83.54 15.00 
27.45 83.73 15.00 
26.59 82.48 15.00 
25.12 82.85 15.00 
24.18 81.67 15.00 
22.81 82.08 15.00 
29.61 84.91 15.00 
29.58 85.59 15.00 
30.26 85.31 15.00 
30.86 86.64 15.00 
30.42 87.38 15.00 
28.89 87.51 15.00 
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10 LYS CD 
10 LYS CE 
10 LYS NZ 
10 LYS C 

10 LYS O 

11 GLY N 
11 GLY CA 
11 GLY C 

11 GLY O 

12 TYR N 
12 TYR CA 
12 TYR CB 
12 TYR CG 
12 TYR CD1 
12 TYR CE1 
12 TYR CD2 
12 TYR CE2 
12 TYR CZ 
12 TYR OH 
12 TYR C 

12 TYR O 

13 VAL N 
13 VAL CA 
13 VAL CB 
13 VAL CGI 
13 VAL CG2 
13 VAL C 

13 VAL O 

14 TOR N 
14 TOR CA 
14 TOR CB 
14 Thr ogi 
14 TOR CG2 
14 TOR C 

14 TOR O 

15 PRO N 
15 PRO CD 
15 PRO CA 
15 PRO CB 
15 PRO CG 
15 PRO C 

15 PRO O 

16 VAL N 



-7.03 
-6.43 
-7.24 
-9.98 
•10.16 
-9.85 
-9.94 
-8.63 
-8.61 
-7.54 
-6.21 
-5.24 
-5.32 
-6.52 
-6.58 
-4.18 
-4.23 
-5,42 
-5.43 
-5.68 
-4.68 
-6.34 
-5.82 
-5.54 
-4.93 
-4.58 
-6.76 
-7.95 
-6.24 
-7.06 
•6.41 
-5.06 
-6.48 
•7.20 
-6.41 
•8,14 
■9.11 
8.33 
9.51 
9.35 
7.09 
6.26 
6.96 



TABLE 

28.46 
29 . 14 
28.91 
32.40 
33.04 
32.98 
34.41 
35, 17 
36.39 
34, 42 
34.98 
33.95 
33,72 
33.50 
33.26 
.33.66 
33.42 
33.23 
33 . 02 
35.43 
36.17 
35.06 
35.45 
34.18 
34.52 
33.24 
36.37 
36.17 
37.41 
38.29 
39.67 
39.53 
40.43 
37. 68 
36.81 
38.18 
39.26 
37.64 
38.47 
39.77 
37.85 
38.73 
37.00 



87.81 

89 . 04 

90.30 

86.61 

87.64 

85.41 

85.22 

85.27 

85.26 

85.20 

85.26 

85. 84 

87.35 

87.99 

89.37 

88 . 13 

89.47 

90 .06 

91.43 

83.90 

83.83 

82.81 

81.50 

80.66 

79.31 

81.42 

80.72 

80.78 

80.08 

79.27 

79.12 

78.69 

80.39 

77.89 

77.48 

77.09 

77.34 

75.75 

75.23 

75.97 

74.89 

75.17 

73,87 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 



TABLEX 



16 VAL CA 
16 VAL CB 
16 VAL CGI 
16 VAL CG2 
16 VAL C 

16 VAL O 

17 LYS N 
17 LYS CA 
17 LYS CB 
17 LYS CG 
17 LYS CD 
17 LYS CE 
17 LYS NZ 
17 LYS C 

17 LYS O 

18 ASN N 
18 ASN CA 
18 ASN CB 
18 ASN CG 
18 ASN OD1 
18 ASN ND2 
18 ASN C 

18 ASN O 

19 GLN N 
19 GLN CA 
19 GLN CB 
19 GLN CG 
19 GLN CD 
19 GLN ©El 
19 GLN NE2 
19 GLN C 

19 GLN O 

20 GLY N 
20 GLY CA 
20 GLY C 

20 GLY O 

21 GLN N 
21 GLN CA 
21 GLN CB 
21 GLN CG 
21 GLN CD 
21 GLN OEi 
21 GLN NE2 



-5.81 
-5.74 
-4.42 
-5. 84 
-5.76 
-6.70 
-4.58 
-4.36 
-3.75 
-4.73 
-5.27 
-5.71 
-5.93 
-3.45 
-2.83 
-3.32 
-2.51 
-3.37 
-2.76 
-1.57 
-3.55 
-1.33 
-1.50 
-0.15 
1.12 
2.23 
3.64 
4.65 
4.35 
5.86 
1.22 
1.75 
0.66 
0. 66 
1.84 
1.98 
2.67 
3.88 
3.90 
2.90 
3.33 
4.25 
2.58 



37.05 

35.80 

35.77 

34-56 

38.30 

38.61 

38. 91 

40.08 

41.20 

42.01 

41.23 

42.11 

41.40 

39.72 

38.63 

40.68 

40.54 

40.84 

40.33 

40.56 

39.60 

41.51 

42.73 

40.93 

41.67 

40.66 

41.21 

40. 13 

39.00 

40.47 

42.69 

43.75 

42.38 

43.27 

42 .90 

41.74 

43.89 

43.70 

44.62 

44.23 

43.03 

43.10 

41.95 



73.00 

72.11 

71.35 

72.97 

72. 12 

71.37 

72.12 

71.32 

72.15 

72.95 

74.12 

75.23 

76.53 

70.16 

70.16 

69.24 

68.03 

66.84 

65.56 

65.29 

64.78 

68.00 

67.86 

68 .03 

68.01 

67.93 

67.96 

68.03 

68.42 

67 . 64 

66.88 

67.04 

65.74 

64.59 

63 .73 

63.33 

63.43 

62 . 61 

61.39 

60 .27 

59.44 

58.59 

59.58 



15.00 

15. 00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE X 

21 GLN C 5.05 44.09 63.52 15.00 

21 GLN O 6.20 43.88 63.19 15.00 

22 CYS N 4.74 44.77 64.60 15.00 
22 CYS CA 5.74 45.22 65.53 15.00 
22 CYS C 6.26 44.01 66.35 15.00 
22 CYS 0 5. 48 43 .07 66.60 15.00 
22 CYS CB 5.08 46.25 66.43 15.00 

22 CYS SG 6.07 46.62 67.91 15.00 

23 GLY N 7.57 43.99 66.68 15.00 
23 GLY CA 8.16 42.91 67.47 15.00 
23 GLY C 8.07 43.16 68.96 15.00 

23 GLY O 9.08 43.15 69.68 15.00 

24 SER N 6.82 43.29 69.42 15.00 
24 SER CA 6.47 43.55 70 .79 15.00 
24 SER CB 5.45 44.66 70.86 15.00 
24 SER OG 4.31 44.30 70.15 15.00 
24 SER C 5.97 42.28 71.46 15.00 

24 SER 0 5.26 42.34 72.45 15.00 

25 CYS N 6.43 41.13 70.98 15.00 
25 CYS CA 6.06 39.87 71.53 15.00 
25 CYS CB 6.61 38.78 70.65 15.00 
25 CYS SG 8.41 38.83 70.46 15.00 
25 CYS C 6.49 39.79 73.01 15.00 
25 CYS O 5.74 39.28 73.84 15.00 
25 HJH CI 3.24 39.22 63.40 15.00 
25 INH C2 2.86 38.72 62.13 15.00 
25 INH C3 1.57 38.27 61 .89 15.00 
25 INH C4 0.62 38.31 62.90 15.00 
25 INH C5 0.94 38.79 64.16 15.00 
25 INH C6 2.25 39.24 64.42 15.00 
25 INH 07 4.57 39.75 63.63 15.00 
25 INH C8 5.72 39.02 63.91 15.00 
25 INH C9 5.62 38.42 65.17 15 . 00 
25 INH C10 6.58 37.50 65.60 15.00 
25 INH Cll 7.65 37.17 64.78 15.00 
25 INH C12 7.79 37.78 63.51 15.00 
25 INH C13 6.82 38.71 63 .08 15.00 
25 INH S14 8.67 35.93 65.55 15.00 
25 INH 015 7.93 34.70 65.54 15.00 
25 INH 016 9.92 35.97 64.82 15.00 
25 INH N17 8.95 36.39 67.18 15.00 
25 INH C18 9.50 37.70 67.57 15.00 
25 INH C19 9.05 38.78 68.64 15.00 
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TABLE X 



25 INK 02 0 
25 INH G21 
25 INH 1*2 2 
25 INH C23 
25 INH 024 
25 INH C25 
25 INH C26 
25 INH C27 
25 INH C28 
25 INH C29 
25 INH N30 
25 INH C31 
2S INH 032 
25 INH C33 
25 INH C34 
25 INH C35 
25 INH N36 
25 INH C37 

25 INH N38 

26 TRP N 
26 TRP CA 
26 TRP CB 
26 TRP CG 
26 TRP CD2 
26 TRP CE2 
26 TRP CE3 
26 TRP GDI 
26 TRP NE1 
26 TRP GZ2 
26 TRP CZ3 
26 TRP CH2 
26 TRP C 

26 TRP O 

27 ALA N 
27 ALA CA 
27 ALA CB 
27 ALA C 

27 ALA O 

28 PHE N 
28 PHE CA 
28 PHE CB 
28 PHE CG 
28 PHE CD1 



8.53 39.68 67.70 15 .00 



10.52 
11.16 
12.14 
12 . 59 
12.61 
11.69 
11.80 
12.06 
12.95 
14.03 
14.92 
14.63 
16.36 
17.21 
17.54 
18.35 
18.52 
17.85 
7.57 
8.08 
9.55 
9.72 
9.74 
9.80 
9.72 
9.78 
9 . 82 
9.83 
9.75 
9.81 
7.21 
7.08 
6.58 
5.77 
5.51 
4.47 
3.88 
4.07 
2.81 
2.29 
1.55 



39.34 

38.50 

38.91 

40.07 

37 .92 

38.19 

37.33 

35.90 

37.84 

38.09 

37.10 

35.96 

37,38 

36.17 

35.58 

34.51 

34.43 

35.42 

40.50 

40.58 

41.06 

42.45 

43.67 

44.74 

43 .99 

42.79 

44,15 

46.10 

45.31 

46.37 

41.51 

41 . 27 

42.54 

43.48 

44.71 

42.75 

42.85 

41.90 

41.20 

40.66 

41.68 



69 .16 

70 .20 

71.00 

70197 

72.07 

73.25 

74.48 

74.03 

75.32 

72.47 

72.44 

72.06 

72.94 

73.26 

74.44 

74.16 

72.85 

72.28 

73.34 

74.69 

74.66 

74.12 

74.85 

73 . 89 

76.22 

72 . 83 

72.67 

74.25 

76.58 

75.59 

75.60 

76.81 

75.01 

75.79 

74,96 

76.05 

77.12 

75.13 

75.33 

73.99 

73.15 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15. 00 

is. oo 

15. 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15 . 00 



2.23 42.39 72.20 15.00 



1?( 



TABLE X 



28 PHE CD2 
28 PHE CE1 
28 PHE CE2 
28 PHE CZ 
28 PHE C 

28 PHE O 

29 SER N 
29 SER CA 
29 SER CB 
29 SER OG 
29 SER C 

29 SER O 

30 SER N 
30 SER CA 
30 SER CB 
30 SER OG 
30 SER C 

30 SER 0 

31 VAL N 
31 VAL CA 
31 VAL CB 
31 VAL CGI 
31 VAL CG2 
31 VAL C 

31 VAL O 

32 GLY N 
32 GLY CA 
32 GLY C 

32 GLY O 

33 ALA N 
33 ALA CA 
33 ALA CB 
33 ALA C 

33 ALA O 

34 LEO N 
34 LED CA 
34 LEU CB 
34 LEU CG 
34 LEU CD1 
34 LEU CD2 
34 LEU C 

34 LEU O 

35 GLU N 



0.19 
1.57 
-0.46 
0,23 
2 .87 
1,92 
3.97 
4.16 
5.40 
5.72 
4.28 
3.68 
5.04 
5.25 
6.13 
7.38 
3.96 
3.72 
3.13 
1 .83 
1.33 
-0.15 
1.86 
0.91 
0.02 
1.16 
0.35 
0.70 
-0.17 
1.98 
2.47 
3.98 
1.84 
1.09 
2.09 
1.54 
1.88 
3 . 30 
3.26 
3.76 
0,02 
-0.47 
-0.70 



41.92 
43.34 
42 .87 
43:58 
40,12 
I 39.99 
39.39 
38.37 
37.55 
36.66 
38.96 
38.47 
40.05 
40.76 
41.95 
41.52 
41.22 
40.99 
41:85 
42.35 
43.26 
43.27 
44 . 66 
41.16 
41.32 
39.98 
38.81 
38.25 
37,79 
38.30 
37; 84 
37.93 
38.86 
38.48 
40.15 
41.22 
42.56 
43.17 
44. 56 
43.24 
41.13 
41.28 
40.80 



73.31 

71.43 

72.55 

71.61 

76.46 

77.26 

76.54 

77.55 

77.18 

78.21 

78.94 

79.91 

79 . 02 

80.28 

80,06 

79.59 

80,96 

82 .17 

80.14 

80.51 

79.35 

79.23 

79.52 

80.90 

81.77 

80,31 

80.61 

81.97 

82.70 

82.34 

83.63 

83.67 

84.60 

85.52 

84.37 

85.20 

84.56 

84.66 

84.13 

86.11 

85 . 45 

86.60 

84 . 39 



15 . 00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15 - 00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15,00 

15.00 

15-00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15 . 00 

15 . 00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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35 GLU CB 
3 5 M CG 
35 GH3 GD 
35 GLU OE1 
35 GLU OE2 
35 GLU C 

35 GLU O 

36 GLY N 
36 GLY CA 
36 GLY C 

36 GLY O 

37 GLN N: 
37 GLN CA 
37 GLN CB 
37 GLN GG 
37 GLN CD 
37 GLN OE1 
37 GLN NE2 
37 GLN C 

37 GLN O 

38 LEU N 
38 LEU CA 
38 LEU CB 
38 LEU CG 
38 LEU CD1 
38 LEU CD2 
38 LEU C 

38 LEU O 
3.9 LYS N 

39 LYS CA 
39 LYS CB 
39 LYS CG 
39 LYS CD 
39 LYS CE 
39 LYS NZ 
39 LYS C 

39 LYS O 

40 LYS N 
40 LYS CA 
40 LYS CB 
40 LYS CG 
40 LYS CD 
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TABLE X 



-2.16 


40.62 


84.49 


15.00 


: . -2 . 77 • 


40v37 


83.11 


15.00 


v-2.92 : 


41-61 


82 .27 


15.00 


-3,06 


41.33 


80.78 


15.00 


-2.97 


4pil4 


80.38 


15.00 


•>:-3:V31 


42.29 


80.00 


15. 00 


^2 .60 


39.51 


85.47 


15.00 


'.'-3.31 : " : 


39.78 


86.45 


15.00 


^2.11 


38.29 


85 .24 


15.00 


-2.42 


37 .14 


86 .06 


15 .00 


^2.20 


37.38 


87 .56 


15.00 


' -2v96 


36.89 


88.40 


15.00 


v^l v:13 ; : 


38; 09 


87,89 


15.00 


;M).78 


38V39 


89.27 


15.00 


0^ 64 ,. 


38 . 96 


89w35 


15.00 




37.92 


89. 12 


15.00 


1.50 


36.73 


90.00 


15.00 


1.6^ 


36.81 


91.20 


15.00 


1.12 


35v61 


89.42 


15.00 


-?1.78 


39.38 


89.83 


15.00 


r2. 30 


39.19 


90.94 


15. 00 


-2.10 


40.38 


89 .02 


15.00 


-3.04 


41.41 


89.38 


15.00 


-3.28 


42.29 


88 .15 


15.00 


-4.10 


43 . 56 


88.33 


15.00 


-3.72 


44.25 


89.66 


15.00 


-3. 95 


44.48 


87.16 


15.00 


-4.32 


40 . 75 


89.82 


15. 00 


-4.90 


41.05 


90.86 


15.00 


-4.75 


39.78 


89. 04 


15.00 


-5 i 95 


39 .07 


89.36 


15.00 


-6.29 


38.15 


88.20 


15.00 


-7.34 


37.13 


88v56 


15.00 


-8.65 


37.80 


88.80 


15.00 


-9.71 


36.74 


88 .86 


15,00 


10.82 


37.33 


89v61 


15.00 


-5.78 


38.28 


90.67 


15.00 


-6.62 


38.34 


91.53 


15.00 


-4.66 


37.59 


90.83 


15.00 


-4.40 


36.83 


92.03 


15.00 


-3.01 


36.20 


91.96 


15.00 


-2.68 


35.31 


93.16 


15.00 


-1.38 


34.53 


93.00 


15.00 
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■ TABLE X 



40 LYS CE 


-1.10 


33.63 


94.23 


4U LYS NZ 


-0.27 


32.41 


93.89 


a/y r ve. ih 

4U JiXp:JL 


-4 . 50 


37.71 


93.27 


AA t : vo r\ 
4U JjX5 Q . 


• • •..•v-5 : >. 2;6; : 


37.42 : 


94.20 


• A1 T ve XT 


-3 .86 


38.87 


93.18 


A 1 TVC OX 
4X LXo Wl 


-3 .77 


39-84 


94.28 


41; LYS CB 


r?2;> 31 


40.32 


94.41 


' ill' tV6 /V* 

41 LYS CG 


• -1> 28 


39121 


94.20 


41 LYS : GD 


-0 . 04 


39.35 


95.07 


• il i "T vo ot2» 
41 LYS CE 


0.68 


38.01 


95 .15 


■A T ' T vo Xr*y 

41 LYS NZ 


: -0 .14 : 


36; 86 


95.66 


41 LYS C 


-4 .64 


41.07 


94.09 


il 1 "T VO y\ 

41 LYS O 


-4 .15 , 


42.18 


94.26 


4 2 THR N 


-5 .91 


40.88 


93 . 78 


42 THR GA 


-6.80 


42.01 


93. 60 


42 TOR CB 


-6.5>0 - 


42 ; 75 


92.28 


42 THR 0G1 


. •.,;.--'5Vl7 : " . 


43; 26 


92.28 


4 2 THR C G 2 


-7.48 


43 . 85 


92.07 


42 THR C 


-8.22 


41.47 


93.50 


42 THR 0 


-9.17 


42.02 


94.07 


■ A*i - OT VF Xt 

43 GLY N 


-8 .37 


40.40 


92.74 


A 1 • ot v 

4 J GLY GA 


: -9 . 67 


39.80 


92.56 


A^ . /»f V O 

4 J GLY C 


-10 *28 


40.20 


91.22 


A ^ OT V ■ fS : : 

4 J GLY O 


-11. 22 


39.57 


90. 74 


A A T. vet xt 

44 IjYS N 


-9.65 


41.19 


90.58 


A A T VP OX 

44 LYS GA 


-10.13 


41.70 


89.32 


4 A T VO OT3 

44 LXS CB 


-10.71 


43 .10 


89. 52 


il il T : VO 

44 LiYS CG 


-11.95 


43.16 


90.39 


■ At! tvo nn 
44 LYS CD 


-12.36 


44.57 


90.76 


44 bio CE 


-11.43 


45.21 


91.78 


Ail T VP KTT 

44 LYS NZ 


-11.50 


44.47 


93.08 


A A T VO o 
44 Lxo C 


-9 .02 


41 .76 


88.30 


Ail ■ t vc? " r\ 
44 LYS O 


-7 .91 


42.20 


88 .61 


4 3 LEU N 


-9; 35 


41.40 


87 . 07 


il C T TT>TT r> ■» 

4b LEU CA 


-8.38 


41.39 


85.99 


X C " T MIT ^1 y> 

45 LEU CB 


-8.61 


40.14 


85.13 


4d LEU CG 


-7.85 


39.77 


83.85 


45 LEU CD1 


-6.47 


39.23 


84.16 


45 LEU CD2 


-8.67 


38.72 


83.14 


45 LEU C 


-8,55 


42.68 


85.16 


45 LEU 0 


-9.55 


43.36 


85.27 


46 LEU N 


-7.57 


43. 04 


84.37 


46 LEU CA 


-7.65 


44.23 


83.55 



PCT/US96/1751? 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE X 

46 LEU CB -7.27 45.46 84.35 15.00 

46 LED GG -7.82 46.76 83; 83 15.00 

46 LEU; GDI -9.28 46.67 83.92 15.00 

46 LEU GD2 -7.33 47.91 84.71 15.00 

46 LEU C -6.63 44.03 82.45 15.00 

46 LEU O -5.67 43 .30 82.61 15.00 

47 ASN N -6.80 44.76 81.36 15.00 
47 ASN CA -5.90 44.66 80.25 15.00 
47 ASN CB -6.61 45.08 78.95 15.00 
47 ASN CG -7.47 43.98 78>39 15.00 
47 ASN OD1 -7.52 42.88 78.93 15.00 
47 ASN ND2 ^8.19 44,28 77.33 15.00 
47 ASN C -4.77 45 .63 80.52 15.00 

47 ASN O -5.02 46.82 80.64 15.00 

48 LEU N -3.54 45.17 80.66 15.00 
48 LEU CA -2.44 46.13 80.87 15.00 
48 LEU CB -1.29 45.54 81.75 15.00 
48 LEU CG -1 .76 45 .23 83.19 15 . 00 
48 LEU CD1 -0.62 44.99 84.10 15.00 
48 LEU CD2 -2.69 46.29 83.75 15.00 
48 LEU C -1.96 46.66 79.51 15.00 

48 LEU O -2.40 46.14 78.46 15.00 

49 SER N -1.12 47.70 79.52 15.00 
49 SER CA -0.63 48.29 78.28 15.00 
49 SER CB -0.70 49.82 78.41 15.00 
49 SER OG 0.06 50.46 77.43 15.00 
49 SER C 0.75 47.87 77.84 15.00 

49 SER O 1.75 48.29 78.43 15.00 

50 PRO N 0.81 47.08 76.75 15.00 
50 PRO CD -0.34 46.48 76.03 15.00 
50 PRO CA 2.10 46.61 76.22 15.00 
50 PRO CB 1.68 45 .45 75.34 15.00 
50 PRO CG 0.33 45.96 74.79 15.00 
50 PRO C 2.77 47,79 75.45 15.00 

50 PRO O 3.99 47.96 75.47 15.00 

51 GLN N 1.96 48.67 74.86 15.00 
51 GLN CA 2.48 49.87 74.18 15.00 
51 GLN CB 1,37 50.77 73.66 15.00 
51 GLN CG 2.00 51.92 72.85 15.00 
51 GLN CD 2.33 51.51 71.46 15.00 
51 GLN 0E1 1.83 50.49 70.97 15.00 
51 GLN NE2 3.19 52.26 70.81 15.00 
51 GLN C 3.29 50.70 75.17 15.00 
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TABLE X 

51 GLN O 4.21 51.38 74.79 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 



52 ASN N 2,93 50.65 76.45 

52 ASN CA 3. 62 51.40 77 .47 

52 ASN CB 2.96 51. 15 78.82 

52 ASN CG 3.52 52 .04 79.91 

52 ASN OD1 4,31 52.93 79.64 

52 ASN ND2 3 .09 51 .81 81 .14 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 



52 ASN C 5.04 50. 91 77 .52 

52 ASN 0 5.98 51.71 77.54 

53 LEU N 5.19 49.60 77.57 
53 LEU CA 6.53 49.05 77.64 
53 LEU CB 6.40 47.59 77 . 98 
53 LEU CG 5.80 47.51 79.34 15.00 

15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 



53 LEU GDI 5.66 46.07 79.79 

53 LEU CD2 6.65 48.34 80.33 

53 LEU C 7.25 49.26 76.30 

53 LEU O 8.43 49.52 76.27 

54 VAL N 6.53 49.17 75.19 
54 VAL CA 7.19 49.34 73.89 
54 VAL CB 6.25 49.16 72.69 
54 VAL CGI 6.98 49.50 71.41 15.00 

15.00 
15.00 



54 VAL CG2 5.83 47.75 72.63 

54 VAL C 7.89 50.66 73.74 

54 VAL 0 9.06 50.71 73,32 15.00 

15.00 
15 . 00 
15.00 
15.00 



55 ASP N 7.28 51.70 74.27 

55 ASP CA 7.87 53.05 74.15 

55 ASP CB 6.76 54.08 73.93 

55 ASP CG 5.70 53.58 72.94 

55 ASP OD1 5.95 52,76 72.00 15.00 

55 ASP OD2 4.60 54.09 73.02 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



55 ASP C 8.68 53.42 75.33 

55 ASP O 9.58 54.23 75.23 

56 CYS N 8.38 52.90 76.50 
56 CYS CA 9.13 53.37 77.67 
56 CYS C 10.33 52.59 78.21 
56 CYS O 11.25 53 . 15 78 . 82 
56 CYS CB 8.16 53.80 78.81 15.00 

56 CYS SG 6.73 54.73 78.24 15.00 

57 VAL N 10.39 51.31 77.97 15.00 

15.00 



57 VAL CA .11.49 50.47 78.46 

57 VAL CB 11.10 48.99 78.38 

57 VAL CGI 12.15 48.16 78.95 

57 VAL CG2 9.83 48.77 79.11 15.00 
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TABLE X 

77 . 55 15.00 

76.66 15,00 
77.79 15.00 
76.91 15 .00 

77.26 15.00 
78.65 15.00 
76.86 15.00 
75.91 15.00 
77 .91 15.00 
78.00 15.00 

79.35 15.00 

80.58 15.00 

80.88 15.00 
80.81 15 .00 
81.17 15.00 

76.89 15.00 

76.67 15.00 

76.27 15.00 
75>19 15.00 

75.47 15.00 

76.59 15 . 00 

77.36 15 . 00 
76.63 15.00 
73 .85 15.00 
73 .79 15.00 
72.79 15 .00 
71 .44 15.00 

70.48 15.00 
69.36 15.00 
69.34 15.00 
68 . 52 15.00 
70.81 15.60 

69 .60 15.00 
71.63 15.00 
71.11 15, 00 
70.24 15.00 
70.57 15,00 
69.05 15.00 
68.11 15.00 
67.62 15.00 
66.81 15.00 
66.95 15.00 
67.39 15.00 



57 VAL C 


19 fifi 


en cn 


57 VAL O 


12 94 


AO ' Q*7 
4i7 . O / 


58 SER N 


1^ An 


51 *7*a 

j1. IS 


58 SER PA 


VA 5 A 
14 • 34 


J/ . U4 


58 SER CVl 


1 5 11 
xj . 1j 


^7 Ail 




i 5 n? 

iJ • W6 


JJ . OO 


JO OJZlTV 


1 5 fil 
iJ« OX 


en Qfi 


JO OCtA w 


1 fi *5 Q 


CA 0*5 




1 5 fifi 
13 • OO 


3U.1D 


59 no I PA 


1 fi fifi 
XO • O O 


AO A*7 


59 GLtr'CB 
J ^ vjtxju v^xj 


1 fi 59 


A fi 7 A 
4o . J 4 


59 fiTJI P<7 

J^ VjUU . 


1 fi 9fl 


AO lO 
417 • ±p 


59 cttt r*n 

VjuU *—XJ 


1 5 QR 

X J .70 


jU . JJ 




1 A 75 


CA 1 A 




1 fi Afi 
xD . 4D 


C1 AC . 

Ol . 46 


59 HT.TT f* 


1 fi Afl 
ID • 40 


AO A>l 

4 p. 04 


59 PUT A 

JV VjXiW W 


1 / . JO 


A*7 1A 


fif) A CM M 


i 5 n 


it O A*T 

4 8 . 07 


fin ACM PA 




47 . lo 


fifl ACM PA 


1 1 fiA 
X J . 04 


jig tt 

4 b .51 


fifl ACM Pf2 


Ij . OJ 


AC A Q 

45 . 49 


fin acm nni 

OV/ AOii Uvl 


X4b • / O 


A'C TA 

45 . 39 


fin ACM MT19 


1A *7fi 
14. / O 


44 . 68 


fin ACM P 

w w nan w 


1 A Qfi 


A*7 DO 

4 / .89 


fin acm n 


15 *)C 


AQ AO 

49 . 09 


fil ASP M 


1 A fi"7 
14 * O / 


a n i c 
4 / . lo 


61 ASP PA 


1 A fi A 
14 • 04 


A "7 *70 


61 ASP PR 


K lO 
13 • JO 


a fi on 

40 . OU 


61 ASP Pfl 


i fi in 

lO • xU 


A*T ct 
4 / . 57 


61 ASP oni 

w x nor uyJ. 


1 fi (\A 
lO . U4 


4o . ol 


61 a cp nn5 

ox nor \JL/4 


Ifi 7fi 
ID . /O 


AC QO 


61 ACP P 
vx nor v» 


1 OP 
1J • 


>l a A*7 

4o . 07 


fil ACP n 
w x nor vj 


1J • 1 J 


AO 1 T 

48.13 


fi? fJT.V M 


If. Jl 


iO 

48 . 40 


fi9 fiT.V PA 


in oo 
lU • jo 


it O C*7 

48 . 67 


62 CT.V P 


in a q 
xU . 


47 . 51 


fi"5 v n 


i n c>t 
10 . 64 


46 .38 


63 CYS N 


9.98 


47 . 80 


63 CYS CA 


9.47 


46.79 


63 CYS C 


10.61 


45.95 


63 CYS 0 


10.41 


45.05 


63 CYS CB 


8.71 


47.45 


63 CYS SG 


7.16 


48.19 
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64 


.. GLY N 


64 


GLY CA 


64 


GLY G 


64 


GLY 0 


65 


GLY N 


65 


GLY GA 


65 


GLY C 


65 


GLY 0. 


66 


GLY N 


66 


GLY CA 


66 


GLY C 


66 


GLY 0 


67 


TYR N 


67 


TYR CA 


67 


TYR CB 


67 


TYR CG 


67 


TYR CD1 


67 


TYR CE1 


67 


TYR CD2 


67 


TYR CE2 


67 


TYR CZ 


67 


TYR OH 


67 


TYR C 


67 


TYR 0 


68 


MET N 


68 


MET CA 


68 


MET CB 


68 


MET CG 


68 


MET SD 


68 


MET CE 


68 


MET C 


68 


MET 0 


69 


THR N 


69 


THR CA 


69 


THR CB 


69 


THR OG1 


69 


THR CG2 


69 


THR C 


69 


THR 0 


70 


ASN N 


70 


ASN CA 


70 


ASN CB 


70 


ASN CG 





TABLE 


11.82 


46.25 


12.94 


45.47 


13.32 


44.36 


14.37 


43.74 


12.48 


44.12 


12 .76 


43-06 


13. l£ 


43 ,58 


13.33 


44 .80 


13.21 


42 . 63 


13.50 


43.00 


13.34 


41.82 


12.91 


40.73 


13.65 


42-02 


13.55 


40.94 


14.85 


40.83 


16.13 


40.41 


16v31 


39.16 


17.51 


38.78 


17,13 


41.25 


18.32 


40?3 


18.49 


39.61 


19.63 


39.12 


12.41 


41v24 


12.00 


42 . 4(b 


11.84 


40.20 


10.72 


40.40 


10.01 


39.09 


9.14 


38.63 


10.15 


37.92 


10.37 


36.10 


11.20 


41.05 


10.55 


41. 92 


12.33 


40.56 


12.91 


41 -i 02 


14.24 


40.26 


15 .16 


40.38 


13.99 


38,77 


13 .15 


42. 55 


13.15 


43.20 


13.42 


43.10 


13.61 


44.55 


14.23 


44.95 


15.73 


44.64 




68.06 15.00 

67.59: 15.00 

68i55 15.00 

68.40 15.00 

69.55 15.00 

70.49 15.00 

71.88 15.00 

72.13 15.00 

72.80 15.00 

74.18 15.00 
75.15 15.00 
74.72 15.00 
76,42 15.00 
7T;37 15.00 

78.19 15.00 
77.42 15.00 
76.96 i5. 00 
76 ;29 15.00 

77 .20 15.00 
76.53 15 . 00 
76.08 15.00 
75.47 15.00 
78.31 15.00 
78.46 15.00 
78.88 15.00 
79.78 15.00 
80.00 15.00 
78.85 15 . 00 
77.61 15.00 
78.19 15.00 
81. 10 15.00 
81.68 15.00 
81.59 15.00 
82. 85 15 . 00 

83.21 15.00 
82.12 15.00 
83.56 15.00 
82.80 15.00 
83,83 15.00 
81.63 15.00 
81,51 15.00 
80.15 15.00 
80.08 15.00 
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TABLE X 

70 ASN OD1 16.28 44.44 78.98 15.00 

70 ASN ND2 16.41 44.61 81.22 15.00 

70 ASN C 12.27 45.27 81 .66 15.00 

70 ASN O 12 . 24 46 . 42 82 . 08 15. 00 

71 ALA N 11.20 44.62 81.19 15,00 
71 ALA GA 9.84 45 . 13 81.24 15.00 
71 ALA CB 8.96 44.17 80.50 15.00 
71 ALA C 9; 39 45.23 82.69 15.00 

71 ALA O 8.79 46.23 83.13 15.00 

72 PHE N 9,72 44.17 83.43 15.00 
72 PHE GA 9.39 44.09 84 . 87 15.00 
72 PHE CB 9.67 42.66 85.39 15.00 
72 PHE CG 8.80 41.59 84.75 15.00 
72 PHE GDI 7.52 41.87 84.33 15.00 
72 PHE CD2 9.28 40.32 84.57 15.00 
72 PHE CE1 6.73 40.91 83.73 15.00 
72 PHE CE2 8.50 39.35 83.98 15.00 
72 PHE CZ 7.23 39.64 83.56 15.00 
72 PHE C 10.19 45.09 85.71 15.00 

72 PHE 0 9.73 45.60 86.72 15.00 

73 GLN N 11.41 45.38 85.28 15.00 
73 GLN GA 12.27 46.36 85.97 15.00 
73 GLN CB 13.74 46.30 85,47 15.00 
73 GLN CG 14.74 46.94 86.38 15.00 
73 GLN CD 14.58 46.42 87.78 15.00 
73 GLN OE1 14.18 45.26 87.96 15.00 
73 GLN NE2 14.76 47.28 88.79 15.00 
73 GLN C 11.74 47.79 85.84 15.00 

73 GLN O 11.83 48.57 86.78 15.00 

74 TYR N 11.23 48.14 84.67 15.00 
74 TYR CA 10.67 49.45 84.41 15 . 00 
74 TYR CB 10.48 49.62 82.93 15.00 
74 TYR CG 9.52 50.72 82.59 15.00 
74 TYR CD1 9.90 51.97 82.44 15.00 
74 TYR CE1 8.98 53.00 82.06 15.00 
74 TYR CD2 8.25 50.50 82.38 15.00 
74 TYR CE2 7.39 51.55 82.01 15.00 
74 TYR CZ 7.74 52.77 81.85 15.00 
74 TYR OH 6.87 53 .61 81.39 15.00 
74 TYR C 9.35 49.64 85.16 15.00 

74 TYR O 9.04 50.74 85.58 15.00 

75 VAL N 8.60 48.58 85.39 15.00 
75 VAL CA 7.35 48.70 86.13 15.00 



TABLE X 



75 VAL CB 
75 VAL CGI 
75 VAL CG2 
75 VAL C 

75 VAL O 

76 GLN N 
76 GLN CA 
76 GLN CB 
76 GLN CG 
76 GLN CD 
76 GLN OE1 
76 GLN NE2 
76 GLN C 

76 GLN O 

77 LYS N 
77 LYS CA 
77 LYS CB 
77 LYS CG 
77 LYS CD 
77 LYS CE 
77 LYS NZ 
77 LYS C 

77 LYS O 

78 ASN N 
78 ASN CA 
78 ASN CB 
78 ASN CG 
78 ASN OD1 
78 ASN ND2 
7 8 ASN C 

78 ASN O 

79 ARG N 
79 .ARG CA 
79 ARG CB 
79 ARG CG 
79 ARG CD 
79 ARG NE 
79 ARG CZ 
79 ARG NH1 
79 ARG NH2 
79 ARG C 

79 ARG O 

80 GLY N 



6.46 
5.15 
6.10 
7.63 
6 .92 
8.69 
9.12 
10.10 
10.55 
11.76 
12.14 
12.37 
9.78 
9.37 
10.72 
11.40 
12.56 
13.20 
14.22 
15.18 
16.20 
10.51 
10.73 
9.50 
8.51 
7.84 
7.15 
7.70 
5.93 
7.44 
6.89 
7.15 
6.14 
6.27 
7.58 
7.76 
6.66 
6.30 
6.95 
5.21 
4.77 
3.80 
4.66 



47.47 

47.64 

47.32 

48.95 

49.76 

48.31 

48.47 

47.35 

47 .31 

46.41 

46.22 

45.85 

49.88 

50.72 

50.19 

51^49 

51.50 

52.85 

52.70 

51.56 

51.34 

52.71 

53.76 

52.55 

53.59 

53.25 

54.42 

55 . 49 

54.22 

53.69 

54 . 77 

52.56 

52.48 

53.65 

53.69 

55.00 

55.34 

54.65 

53.54 

55.01 

52.46 

52.99 

51.78 



85.92 

86.74 

84.44 

87.62 

88.26 

88.13 

89.51 

89.89 

91.38 

91.65 

92.80 

90.59 

89 .59 

90.39 

88.69 

88.72 

87.72 

87.44 

86.33 

86.62 

85.56 

88.55 

89.17 

87.70 

87.37 

86.04 

85.42 

85.36 

84.95 

88.42 

88. 64 

89.05 

90.08 

91.07 

91.85 

92.63 

93.55 

94.63 

94.96 

95.31 

89.43 

90.00 

88.30 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

IS. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 
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TABLE X 



80 GLY CA 


3.39 


51.70 


87.64 


80 GLY G 


3.39 


51.50 


86 . 16 


80 GLY 6 


4.32 


51 .90 


85.43 


81 ILE N 


2.30 


50.87 


85.73 


81 ILE CA 


2.03 


50.55 


84.34 


81 ILE GB 


2.38 


49. 06 


83.98 


81 ILE CG2 


1.41 


48.10 


84.64 


81 ILE CGI 


2.48 


48,88 


82.46 


81 ILE GDI 


2.67 


47.47 


82.00 


81 ILE C 


0.57 


50.92 


84.01 


81 ILE 0 


-0.33 


50.73 


84.82 


82 ASP N 


0.35 


51.53 


82.85 


82 ASP CA 


-1.01 


51.93 


82.43 


82 ASP CB 


-0.91 


52.93 


81.27 


82 ASP CG 


-0,45 


54.32 


81.71 


82 ASP GDI 


0.52 


54.88 


81.14 


82 ASP OD2 


-1.08 


54.84 


82 .64 


82 ASP C 


-1 . 87 


50.76 


82.00 


82 ASP O 


-1.39' 


49.64 


81.87 


83 SER N 


-3. 16 


51.03 


81.87 


83 SER CA 


-4 . 11 


50.02 


81.42 


83 SER CB 


-5.54 


50.23 


82.00 


83 SER OG 


-5.97 


51.58 


81.87 


83 SER C 


-4.14 


50.20 


79.91 


83 SER 0 


-3.48 


51 . 11 


79.34 


84 GLU N 


-4.79 


49.26 


79.24 


84 GLU CA 


-4 .92 


49.33 


77.79 


84 GLU CB 


-5.77 


48.16 


77.25 


84 GLU CG 


-5 . 57 


47.95 


75.77 


84 GLU : CD 


-4.09 


47.91 


75.42 


8.4 GLU OE1 


-3 .52 


48.88 


74.89 


84 GLU OE2 


-3.46 


46.90 


75.73 


84 GLU C 


-5 . 65 


50.62 


77.45 


84 GLU 0 


-5.13 


51.48 


76.76 


85 ASP N 


-6.84 


50.77 


78.03 


85 ASP CA 


-7.68 


51.96 


77.78 


85 ASP CB 


-9 . 03 


51.85 


78.51 


85 ASP CG 


-9.94 


53.12 


78.30 


85 ASP OD1 


-10 . 32 


53.78 


79.30 


85 ASP OD2 


-10.26 


53.46 


77.15 


85 ASP C 


-7.01 


53.27 


78.08 


85 ASP 0 


-7.29 


54.29 


77.43 


86 ALA N 


-6.11 


53.26 


79.05 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE X 

54.47 79.38 15.00 

54.38 80.80 15.00 

54.73 78.39 15.00 

55.89 78.07 15.00 
53.66 77.83 15 T 00 
53.78 76.88 15.00 
53.68 77.66 15.00 
54.14 77.00 15.00 
54.44 75.56 15.00 
54.83 74.98 15.00 
54.26 77.84 15; 00 

54.65 77.33 15.00 
54.94 75.86 15.00 
55.29 75.29 15.00 

52.66 75.83 15.00 
51.63 75.92 15.00 

52.90 74.79 15.00 
53.97 74.75 15.00 
51.94 73.71 15.00 
52.62 72.90 15.00 
53.31 73.98 15.00 

51.62 72.84 15.00 
52.42 72.70 15.00 
50.42 72.24 15.00 
49.87 71.38 15.00 
48.34 71.47 15.00 
47.59 70.84 15.00 
47.78 71.31 15.00 
47.13 70.72 15.00 
46.69 69.76 15.00 
46.03 69.15 15.00 
46.24 69.61 15.00 

45.63 68.93 15.00 
50.30 69.92 15.00 
50.16 69.38 15.00 
50.73 69.28 15.00 
51.22 67.88 15.00 

52. 67 67 .77 15 . 00 
53.58 68.80 15.00 

52.68 67.96 15.00 
50.36 66.90 15.00 
50.40 65.68 15.00 
49.58 67.43 15.00 
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1.74 
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2.79 
1.57 
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3.09 
4.25 
3.71 
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2.42 
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55.51 



76,84 

75.75 

74.35 

73.09 

73.83 

78.14 

78.24 

79.15 

80.45 

81.37 

82.64 

82.59 

83.75 

83,88 

65.03 

84,95 

86.05 

81.19 

81.48 

81.49 

82.21 

81.52 

82.25 

83.35 

81.65 

83.63 

83.81 

84.66 

84.63 

86.04 

86.83 

85.79 

86.50 

87,41 

85.82 

86.23 

85.74 

84 .45 

85.67 

85.69 

86.24 

84.58 

83.98 
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15.00 
15.00 
= 15v00 
15.00 
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15.00 
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TABLE X 



102 GLY C 

102 GLY O 

103 LYS N 
103 LYS CA 
103 LYS CB 
103 LYS CG 
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103 LYS CE 
103 LYS NZ 
103 LYS C 

103 LYS O 

104 ALA N 
104 ALA CA 
104 ALA CB 
104 ALA C 

104 ALA O 

105 ALA N 
105 ALA CA 
105 ALA CB 
105 ALA C 

105 ALA O 

106 LYS N 
106 LYS CA 
106 LYS CB 
106 LYS CG 
106 LYS CD 
106 LYS CE 
106 LYS NZ 
106 LYS C 

106 LYS O 

107 CYS N 
107 CYS CA 
107 CYS CB 
107 CYS SG 
107 CYS C 

107 CYS O 

108 ARG N 
108 ARG CA 
108 ARG CB 
108 ARG CG 
108 ARG CD 
108 ARG NE 
108 ARG CZ 



-3.31 
-3.63 
-2.50 
-1.87 
-1.06 
-0.26 
-0.09 
-1.41 
-1.62 
-2.90 
-3.84 
-2.70 
-3.60 
-4.23 
-2.81 
-3.37 
-1.49 
-0.72 
-0 .65 
0.66 
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6.93 
8.03 
7.57 
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52.95 

51.48 

52,38 

52.70 

51.13 

50.03 

49.45 
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47.81 

48.37 

49.82 
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89.63 

90.27 

91.70 
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TABLE X 

108 ARG NH1 8.05 40. 88 96. 47 15. 00 

108 ARG NH2 6.25 39.76 97.31 15.00 

108 ARG C 9.24 44.06 93.14 15.00 

108 ARG O 9.94 43.63 94.07 15.00 

109 GLY N 9.47 43.78 91.85 15.00 
109 GLY CA 10.58 42.92 91.49 15.00 
109 GLY C 10.15 41.85 90.50 15.00 

109 GLY O 9.05 41.91 89.95 15.00 

110 TYR N 10.97 40.81 90.37 15.00 
110 TYR CA 10.68 39.71 89.4? 15.00 
110 TYR CB 10.79 40.15 88.01 15.00 
110 TYR CG 12.20 40.50 87.61 15.00 
110 TYR CD1 12.66 41.85 87.79 15.00 
110 TYR CE1 13.95 42.21 87.41 15.00 
110 TYR GD2 13.08 39.49 87.02 15.00 
110 TYR CE2 14.35 39.80 86.64 15.00 
110 TYR CZ 14.80 41.19 86.83 15 . 00 
110 TYR OH 16. 07 41.57 86.47 15.00 
110 TYR C 11.67 38.57 89 .72 15.00 

110 TYR O 12.72 38.78 90.34 15.00 

111 ARG N 11.36 37.37 89 .26 15.00 
111 ARG CA 12.26 36.23 89.43 15.00 
111 ARG CB 11.86 35.41 90.67 15.00 
111 ARG CG 11.78 36.26 91.94 15.00 
111 ARG CD 12.04 35.36 93.15 15.00 
111 ARG NE 13.43 34.92 93.18 15.00 
111 ARG CZ 13.89 33. 89 93 .89 15.00 
111 ARG NH1 15.19 33; 60 93.83 15.00 
111 ARG NH2 13.04 33.14 94.59 IS. 00 
111 ARG C 12.24 35.31 88.24 15.00 

111 ARG O 11.17 35.05 87.66 15.00 

112 GLU N 13 .43 34.83 87.90 15.00 
112 GLU CA 13.63 33.90 86.82 15.00 
112 GLU CB 15. 09 33. 97 86. 40 15.00 
112 GLU CG 15.46 35.25 85.64 15.00 
112 GLU CD 15.38 35.07 84.12 15.00 
112 GLU OE1 14.25 35.12 83.56 15.00 
112 GLU OE2 16.47 34.88 83.50 15.00 
112 GLU C 13.36 32.48 87.30 15.00 

112 GLU O 13.00 32.27 88.44 15.00 

113 ILE N 13.55 31.53 86.41 15.00 
113 ILE CA 13.36 30.12 86.72 15.00 
113 ILE CB 12.20 29.54 85.92 15.00 



TABLE X 



113 ILE CG2 
113 iLE CGI 
113 ILE CD1 
113 ILE C 

113 I LE O 

114 PRO N 
114 PRO CD 
114 PRO CA 
114 PRO CB 
114 PRO CG 
114 PRO C 

114 PRO O 

115 GLU N 
115 GLU CA 
115 GLU CB 
115 GLU CG 
115 GLU CD 
115 GLU OE1 
115 GLU OE2 
115 GLU C 

115 GLU O 

116 GLY N 
116 GLY CA 
116 GLY C 

116 GLY O 

117 ASN N 
117 ASN CA 
117 ASN CB 
117 ASN CG 
117 ASN OD1 
117 ASN ND2 
117 ASN C 

117 ASN 0 

118 GLU N 
118 GLU CA 
118 GLU CB 
118 GLU CG 
118 GLU CD 
118 GLU OE1 
118 GLU OE2 
118 GLU C 

118 GLU O 

119 LYS N 



12.22 
10.91 
9.69 
14.68 
15; 33 
15.20 
14.60 
16.49 
16.38 
15.73 
16.69 
15.93 
17.71 
18.03 
19.41 
19.58 
20.85 
20,80 
21.91 
17.96 
18.99 
16.78 
16.64 
15.95 
15.82 
15.49 
14 . 84 
15.29 
14.55 
13.47 
15.14 
13.34 
12,71 
12.78 
11.35 
11.10 
10.04 
9.94 
8.82 
10-96 
10.45 
9.30 
10.97 



28. 02 

30.06 

29.82 

29.49 

29 . 97 

28.55 

28 . 07 

27.87 

26 . 62 

27. 17 

27.54 

26.78 

28.13 

28.00 

28.59 

29.05 

29.87 

31.11 

29.28 

26.62 

25.96 

26.24 

24.93 

23.89 

22.73 

24.30 

23.38 

23 . 66 

22.85 

22.36 

22.73 

23 . 50 

24.37 

22.55 

22.52 

21.52 

21.91 

20.95 

20.50 

20.58 

22.18 

22 . 61 

21.46 



85.90 

86.51 

85.68 

86.33 

85.44 

87.13 

88.38 

86.88 

87.77 

88.97 

85.40 

84.83 

84.80 

83.38 

83.11 

81.64 

81.42 

81.48 

81.19 

82.77 

82.65 

82.28 

81.66 

82.52 

82.13 

83 .70 

84.61 

86.03 

87 . 06 

86.81 

88.25 

84.47 

85.05 

83.74 

83.45 

82.33 

81.37 

80.16 

79.88 

79.52 

84.64 

84.67 

85.63 



15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15. 00 

15 . 00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 



119 LYS CA 


XV • X -J 


119 LYS CB 


10 74 


119 LYS CG 


9 69 


119 LYS CD 


8 84 


119 LYS CE 


7 .78 


119 LYS N2 


7.03 


119 LYS C 


10.02 


119 LYS 0 


9 02 


120 ALA N 


11.01 


120 ALA CA 


10 99 


120 ALA CB 


12 36 


120 ALA C 


9 95 


120 ALA 0 




121 LEU N 


9 79 


121 LEU CA 


ft ft! 


121 LEU CB 


9 06 


121 LEU CG 


ft 06 


121 LEU CD1 


8 05 

O « V J 


121 LEU CD2 


ft 49 


121 LEU C 


7 4 7 


121 LEU 0 


6 59 


122 LYS N 


7 17 
/ • x / 


122 LYS CA 


5 87 


122 LYS CB 


5 81 
«S • o x 


122 LYS CG 


4 49 


122 LYS CD 


4 61 


122 LYS CE 


5.26 


122 LYS NZ 


5 14 


122 LYS C 


5 14 

•J * J ^4 


122 LYS 0 


4 13 

T« . X .J 


123 ARG N 


6 27 


123 ARG CA 


5 90 


123 ARG CB 


6 95 


123 ARG CG 




123 ARG CD 


8 15 


123 ARG NE 


9 


123 ARG rz 


xU • DO 


123 ARG NH1 


10.58 


123 ARG NH2 


11.71 


123 ARG C 


5.71 


123 ARG O 


5.12 


124 ALA N 


6.31 


124 ALA CA 


6.16 



TABLE X 

21.13 86.77 15.00 

19.95 87.52 15.00 

' 19.04 88.07 15.00 

18.47 86.94 15.00 

17.54 87.45 15.00 

17.08 86.28 15.00 

22.33 87.69 15.00 

22.45 88.42 15.00 

23 .22 87.66 15.00 

24.43 88.48 15.00 

25.05 88.46 15.00 

25.39 87.87 15.00 

26.27 88.57 15.00 

25.27 86.55 15.00 
26.05 85.78 15.00 
25.87 84.28 15.00 
26.54 83.31 15.00 
28.02 83.54 15.00 
26.24 81.90 15.00 
25.59 86.13 15.00 
26.43 86.46 15.00 

24.28 86.10 15.00 
23.74 86.40 15.00 
22.20 86.25 15.00 
21.54 86.59 15.00 
20.10 86.92 15.00 
19.90 88.29 15.00 
18.48 88.78 15.00 
24.13 87.78 15.00 
24.20 87.99 15.00 
24.36 88.71 15.00 
24.76 90.06 15.00 
24.36 91.07 15.00 
22.94 91.45 15.00 
22.86 92.43 15.00 
23.25 91.82 15.00 
23.53 92.50 15.00 
23.50 93.81 15.00 
23.76 91.85 15.00 
26.25 90.17 15.00 
26.72 91.13 15.00 
27.00 89.25 15.00 
28.42 89.30 15.00 




WO 97/16177 



PCT/US96/17512 



TABLE X 

124 ALA CB 7.22 29.12 88.43 15.00 

124 ALA C 4.78 28.73 88.81 15.00 

124 ALA O 4.06 29.46 89.47 ISiOO 

125 VAL N 4. 37 28 .09 87 . 72 15 .00 
125 VAL GA 3.06 28.41 87.21 15.00 
125 VAL CB 2.82 27.94 85.72 15.00 
125 VAL CGI 4.09 27.54 85.00 15.00 
125 VAL CG2 1.70 26.88 85^60 15.00 
125 VAL C 2.03 27.82 88.15 15.00 

125 VAL 0 0.89 28.28 88.17 15.00 

126 ALA N 2.42 26.86 88.98 15. 00 
126 ALA CA 1.47 26.25 89.89 15.00 
126 ALA CB 1.94 24.91 90.29 15.00 
126 ALA C 1.32 27.11 91.12 15.00 

126 ALA O 0.22 27.27 91.63 15.00 

127 ARG N 2.42 27.71 91.55 15.00 
127 ARG CA 2.42 28.50 92.77 15.00 
127 ARG CB 3.67 28.22 93.60 15.00 
127 ARG CG 3.74 26.79 94.07 15.00 
127 ARG CD 5.07 26.45 94.67 15.00 
127 ARG NE 5,02 25.01 94.96 15.00 
127 ARG CZ 6.03 24.24 95.34 15.00 
127 ARG NH1 5.84 22.94 95.55 15.00 
127 ARG NH2 7.24 24.73 95.54 15.00 
127 ARG C 2.30 29.98 92.61 15.00 

127 ARG O 2.15 30.68 93.60 15.00 

128 VAL N 2.46 30.47 91.38 15.00 
128 VAL CA 2.37 31.91 91.11 15.00 
128 VAL CB 3.70 32.49 90.59 15.00 
128 VAL CGI 3.62 33.98 90.47 15.00 
128 VAL CG2 4.87 32.10 91.53 15.00 
128 VAL C 1.29 32.25 90.10 15.00 

128 VAL O 0.47 33.10 90.36 15.00 

129 GLY N 1.30 31.60 88.94 15.00 
129 GLY CA 0.31 31.85 87.91 15.00 
129 GLY C 1.10 32.00 86.61 15.00 

129 GLY O 2.27 31.60 86.57 15.00 

130 PRO N 0.52 32.56 85.53 15.00 
130 PRO CD -0.89 32.96 85.30 15.00 
130 PRO CA 1.27 32.70 84.30 15.00 
130 PRO CB 0.38 33.61 83.50 15.00 
130 PRO CG -0.98 33.09 83.81 15.00 
130 PRO C 2.68 33.24 84.44 15.00 
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TABLE X 


130 PRO 0 


2.93 


34.17 


85.20 


131 VAL N 


3.59 


32.56 


83.75 


131 VAL CA 


5.01 


32.88 


83.76 


131 VAL CB 


5.79 


31.64 


84.27 


131 VAL CGI 


7.25 


31.88 


84.32 


131 VAL CG2 


5.29 


31.20 


85.62 


131 VAL C 


5.46 


33.28 


82.34 


131 VAL O 


4.93 


32 .82 


81.36 


132 SER N 


6.29 


34.30 


82.27 


132 SER CA 


6,77 


34>75 


80.98 


132 SER CB 


7.15 


36.24 


81.04 


132 SER 06 


5.98 


36.98 


81.39 


132 SER C 


7.92 


33.89 


80.48 


132 SER 0 


9.01 


33 . 83 


81.08 


133 VAL N 


7.65 


33.20 


79.38 


133 VAL CA 


8.65 


32.34 


78.76 


133 VAL CB 


8.09 


30.90 


78.61 


133 VAL CGI 


7.58 


30.35 


79.92 


133 VAL CG2 


6.97 


30.91 


77 .61 


133 VAL C 


9.05 


32.84 


77.37 


133 VAL 0 


8.48 


33.81 


76.85 


134 ALA N 


10.08 


32.21 


76.81 


134 ALA CA 


10.60 


32.51 


75.49 


134 ALA CB 


11.89 


33.29 


75.59 


134 ALA C 


10.85 


31.16 


74.84 


134 ALA 0 


11.46 


30.30 


75,47 


135 ILE N 


10.35 


30.97 


73.62 


135 ILE CA 


10.52 


29.73 


72.86 


135 ILE CB 


9 .18 


28.95 


72.80 


135 ILE CG2 


8.71 


28.60 


74.21 


135 ILE CGI 


8.13 


29.80 


72 . 09 


135 ILE CD1 


6.78 


29.14 


72.00 


135 ILE C 


11.04 


30.04 


71.44 


135 ILE 0 


11.30 


31.20 


71.08 


136 ASP N 


11.28 


28.98 


70.67 


136 ASP CA 


11.71 


29.13 


69.30 


136 ASP CB 


12.68 


28.01 


68.94 


136 ASP CG 


13.21 


28.11 


67.50 


136 ASP ODl 


13.77 


27.12 


67.00 


136 ASP OD2 


13.08 


29.18 


66.88 


136 ASP C 


10.45 


28.94 


68.51 


136 ASP 0 


9.90 


27.82 


68.48 


137 ALA N 


9.98 


30.01 


67.87 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 ' : 

15.00 

15.00 

15.00 

15.00 

15. 00 

ls.oo 

15.00 

15.00 

15 . 00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15,00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 



TABLE X 



137 ALA CA 
137 ALA CB 
137 ALA C 

137 ALA O 

138 SER N 
138 SER CA 
138 SER CB 
138 SER OG 
138 SER C 

138 SER O 

139 LEU N 
139 LEU CA 
139 LEU CB 
139 LEU CG 
139 LEU CD1 
139 LEU CD2 
139 LEU C 

139 LEU O 

140 THR N 
140 THR CA 
140 THR CB 
140 THR OG1 
140 THR CG2 
140 THR C 

140 THR O 

141 SER N 
141 SER CA 
141 SER CB 
141 SER OG 
141 SER C 

141 SER O 

142 PHE N 
142 PHE CA 
142 PHE CB 
142 PHE CG 
142 PHE CD1 
142 PHE CD2 
142 PHE CE1 
142 PHE CE2 
142 PHE CZ 
142 PHE C 

142 PHE O 

143 GLN N 



8.78 
1 74 
9.09 
8.27 
10.22 
10.66 
12.18 
12.67 
10.15 
9.81 
10.12 
9.66 
9.74 
11.05 
12.24 
10.92 
8.24 
7.32 
8.08 
6.80 
6 ,88 
8.18 
5.86 
5.76 
4.67 
6.13 
5.20 
5.79 
7.00 
4.65 
3.60 
5.35 
4,82 
5 . 94 
5.46 
5.60 
4.89 
5.15 
4.46 
4,59 
3.74 
2.63 
4.08 



29.93 

30.91 

30.18 

30.79 

29 J 67 

29.83 

29.81 

28. 54 

28.77 

29.07 

27.53 

26.42 

25.13 

24.33 

25.24 

23.21 

26; 59 

26.95 

26.30 

26.39 

25.76 

25.97 

26.37 

25,62 

26.12 

24.45 

23.63 

22.28 

22.40 

24.28 

23.89 

25.26 

25.94 

26.71 

27.49 

26.99 

28.74 

27.76 

29.49 

29.00 

26.88 

26.88 

27.58 



67.06 
67.56 
65.58 
64.88 
65.10 
63 .72 
63.63 
64.01 
' 62.77 
61.62 
63.26 
62,45 
63 .29 
63.34 
63.67 
64 .38 
61.88 
62.60 
60.58 
59.88 
58.50 
57. 94 
57. 60 
60.67 
60.88 
61.17 
61,94 
62.28 
62.97 
63.18 
63,66 
63.72 
64.90 
65.64 
66.86 
68,12 
66.71 
69.25 
67,82 
69,07 
64 .42 
64.93 
63.36 



15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

IS. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 



^1 



TABLE X 



143 GLN CA 


3.24 


28 59 

'** .77. '■? 


cry 70 

OX . / J 


1 C Aft 

13.UU 


143 GLN CB 


4 ,04 


9Q Tfi 


Ol. Dj 


1C- A A 
13 . 00 


143 GLN GG 


5.38 


29.87 


fi9 91 
ox • «J 


i c rift- 
13. uy 


143 GLN CD 


6.19 


30 64 


Ox. x 0 


1 C A A 

13 .UO 


143 GLN bEl 


5.83 


3 1 7 c 

■J X • / «J 




1 C A A 

15. 00 


14 3 GLN NE2 


7; 25 


30 0 1 

-* V/ • ul 


firi fiA 


1 C >\A 

13 . 00 


143 GLN G 


1.95 


2a in 


fi9 1 O 
Ox « Xx 


■1 C- A A 

13.00 


143 GLN 0 


0 99 


Ofi OC 


OX . Uo 


1 C A A 

15.00 


144 PHE N 


1 or 


9£ QO 




15 .00 


144 PHE CA 


;;0:V6l-. 


9 Ail 


Ol . Ul 


1" C " A A 

15 .00 


144 PHE GB 


0.73 


oc 77 

• ■ x^j • / / 


327 • O J 


1 C A A 

15.00 


144 PHE GG 


X... /.X- ■ 


9 A £.9 


CQ CO 

Di? . 30 


- 1 C A A ■ 

13 . 00 


144 PHE GDI 


21 76 


24 61 


JO • U7 


1 C A A 

13 . 00 


144 PHE CD2 


1 .58 


23 SO 


0 v .Jo 


1 C A A 

lp .00 


144 PHE GE1 


3 go 


93 m 


Do . 0 U 


1 C A A 

15.00 


144 PHE CE2 


O A 7 - 


99 A1 

Xx . 41. 


cn o*5 
OU . XX 


15 .00 


144 PHE CZ 




99 A A 


.P" • Jy 


1 C A A 

15 . 00 


144 PHE C 


xn 14 


9R ** n 


O l . 2J O 


1 C : A A 
13.00 


144 PHE 0 




9 A ft 9 
Xtt • Ox . 


IC1 CO 
: 01 .317 


15.00 


145 TYR N 


0 31 


7c A7 


oj . x4 


15 . 00 


145 TYR CA 




9 A R 


c >i 0 c 
04 . x 0 


1 C A A 

15 . 00 


145 TYR GB 


0 39 


9 A Ol 

X*i * -/ X 


C^ 


1 C A A 

13 . 00 


145 TYR GG 


•"' -0 47 • 


9 A 3 A 


OO . ol 


: "1 C A A - 

15. 00 


145 TYR GDI 


" -0 26 ; 

V. X y 


9T ni 

X 0 .ux 


0 / . XX 


1 C A A 

15 . 00 


145 TYR CE1 


-0 9 ft 


99 Aft 

XX • *4 0 


Aft 9Q 
OO • x 0 


1 C A A 

13 . 00 


145 TYR GD2 


;•' -1.42 • 


25 19 


£7 Aft 


1 C A A 

13 .00 


145 TYR GE2 


• ■-•-2- :: "15 ; 


9 A fil 

X -OX 


Aft (vA 
OO , 34 


1 c Art 
13 • 00 


145 TYR CZ 


• -193 


93 9ft 
X J . x 0 


fift QA 
OO . 274 


re A a 
13 . 00 


145 TYR OH 


-2 67 
x • 0 / 


99 ft"? 

XX . OJ 


7 a no 
/ U • Ux 


1 C A A 
13 . 00 


145 TYR C 


-1.80 


24 9ft 

Xt* • J O 


fiA in 

o«i , JU 


1 c rtn 
13 . 00 


145 TYR O 


-2-24 


26 10 

X y • X W 


fiA m 


1.C A A 

13 . 00 


146 SER N 


^2 .60 


94 on 


fiA fiQ 
04 . OP 


1 c nrt 
13 . 00 


146 SER CA 


-4 06 


94 IP 


o« . / / 


1 C Art 
13 , 00 


146 SER CB 


■ -4-67 


9^ fi7 

■ x J . 0./ 


d A Q 
OJ . 4o 


• 1 C Art 

15 ii 00 


146 SER OG 


-4-2^9 


29 33 

XX • J J 


fi7 9*7 
O J . X / 


1 C AA 

13 , 00 


146 SER C 


-4 67 


93 49 
X j «'4x 


fit; oc 

03 . 17 3 


1 C AA 

15 . 00 


146 SER O 




9^ ftQ 
xj . 0? 


fifi fiO 
OO . Ox 


1 C Art 

15 . 00 


147 LYS N 


-4.20 


22.20 


66.13 


15; 00 


147 LYS CA 


-4.67 


21.36 


67.20 


15.00 


147 LYS CB 


-5.96 


20.64 


66.83 


15.00 


147 LYS CG 


-5.81 . 


19.47 


65.90 


15.00 


147 LYS CD 


-7.06 


18.58 


65.92 


15.00 


147 LYS CE 


-6.91 


17.41 


64.96 


15.00 
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147 LYS NZ -8.13 

147 LYS C -3.60 

147 LYS 0 -2.62 

148 GLY N -3.82 
148 GLY CA -2.88 
148 GLY C -1.76 

148 GLY O -1,75 

149 VAL N -0.79 



149 VAL CA 


0.33 


149 VAL CB 


0 .58 


149 VAL CGI 


1.74 


149 VAL CG2 


-0.68 


149 VAL C 


1.59 


149 VAL O 


2.06 


150 TYR N 


2.13 


150 TYR CA 


3.32 


150 TYR CB 


3.50 


150 TYR CG 


4.59 


150 TYR CD1 


4.47 


150 TYR CE1 


5.48 


150 TYR CD2 


5.74 


150 TYR CE2 


6 .75 


150 TYR CZ 


6.61 


150 TYR OH 


7.57 


150 TYR C 


4.60 


150 TYR O 


4.76 


151 TYR N 


5.44 


151 TYR CA 


6.74 


151 TYR CB 


6 .62 


151 TYR CG 


7.96 


151 TYR CD1 


9.15 


151 TYR CE1 


10.41 


151 TYR CD2 


8.02 


151 TYR CE2 


9.24 


151 TYR CZ 


10.43 


151 TYR OH 


11 .60 


151 TYR C 


7.38 


151 TYR O 


6.82 


152 ASP N 


8.47 


152 ASP CA 


9.18 


152 ASP CB 


8.83 


152 ASP CG 


9.30 


152 ASP OD1 


10.54 



PCT/US96/17512 

TABLEX 

16.56 64.99 15.00 

20.36 67.62 15.00 
20.16 66.90 15.00 
19.73 68.78 15.00 
18.75 69.30 15.00 
19.26 70.20 15.00 

20.39 70.59 15.00 

18.40 70.52 15.00 
18.81 71.35 15.00 
17.89 72.57 15.00 
18.42 73.41 15.00 
17.75 73.42 15.00 
18.86 70.48 15.00 
17.84 69.96 15.00 
20.07 70.35 15.00 

20.33 69.53 15.00 
21.83 69.29 15.00 
22.21 68.31 15.00 
22.01 66.95 15.00 

22.37 66.04 15.00 
22.78 68.72 15.00 
23.13 67.81 15.00 
22.93 66.48 15.00 
23.30 65.60 15.00 
19.72 70.12 15.00 

19.60 71.37 15.00 
19.24 69.21 15.00 
18.68 69.55 15.00 
17.30 70.22 15.00 

16.61 70.42 15.00 

17.34 70.60 15.00 
16.67 70.84 15.00 

15.21 70.47 15.00 

14.52 70.71 15.00 
15.27 70.89 15.00 
14.61 71.14 15.00 

18.53 68.19 15.00 
17.86 67.31 15.00 
19.26 67.98 15.00 

19.22 66.71 15.00 
20.40 65.81 15.00 
20.18 64.37 15.00 
20.06 64.18 15.00 



WO 97/16177 



PCT/USW/17S12 



TABLE X 

152 ASP OD2 8.42 20.06 63.48 15.00 



152 ASP C 


10 .69 


1 OJ TO 
•Lj • XO 


OO. J / 


15.00 


152 ASP 0 


11 34 


9 ft 71 


D / . 14 


15. 00 


153 GLU N 


11.24 


17 97 


OA 

Op .5*4 


15 .00 


153 GLU CA 


12.64 


17 77 

x / . / / 


£7 1 Q 
O / . lo 


i c aa 

15.00 


153 GLU CB 


13 . 00 


*v»JU 


DO - o o 


15 . 00 


153 GLU CG 


12 .45 


15 71 


03 . Ol 


15. 00 


153 GLU CD 


11.10 


15 09 


OD . OJ 


1 C A A 

15 . 00 


153 GLU OE1 


11.10 


13 Qfi 


OO • jj 


1 C A A 


153 GLU OE 2 


10.06 


15 *52 


Oj, JU 


X3 . 00 


153 GLU C 


13 . 60 


18 71 


OO . 40 


1C A A 

lo . 00 


153 GIjU 0 


14\75 


18.90 


66.91 


15.00 


154 Mr N ; 


13.17 


19.30 


65.35 


15.00 


154 SER CA 


14.02 


20.24 


64.60 


15.00 


154 SER CB 


13.49 


20.49 


63.17 


15.00 


154 SER OG 


13.06 


19.29 


62 . 54 


15.00 


154 SER C 


14.13 


21.57 


65.34 


15.00 


154 SER 0 


14.95 


22.40 


65.00 


15.00 



155 CYS N 


13 17 

Xj • J / 


71 7o 


66 . 43 


15 


.00 


155 CYS CA 


13.33 


22.98 


67.21 


15 


.00 


155 CYS C 


14.64 


23.18 


67.97 


15 


.00 


155 CYS 0 


15.25 


22.21 


68.44 


15 


.00 


155 CYS CB 


12.15 


22.99 


68.17 


15 


.00 


155 CYS SG 


11.63 


24.66 


68.64 


15 


.00 


156 ASN N 


15.04 


24. 44 


68.16 


15 


.00 


15 6 ASN CA 


16.31 


24 . 74 


68.81 


15 


.00 


156 ASN CB 


17.20 


25.46 


67 . 80 


15 


.00 


156 ASN CG 


18.46 


26.05 


68.41 


15 


.00 


15 6 ASN OD1 


18.80 


25.83 


69.59 


15. 


.00 


156 ASN ND2 


19.18 


26.80 


67.59 


15. 


.00 


15 6 ASN C 


16.22 


25.55 


70.11 


15. 


.00 


156 ASN 0 


16.12 


26.80 


70.09 


15, 


.00 


157 SER N 


16.27 


24.83 


71.22 


15. 


00 


157 SER CA 


16.22 


25.44 


72.55 


15. 


00 


157 SER CB 


16.51 


24.37 


73.60 


15. 


00 


157 SER OG 


15.49 


23.40 


73.56 


15. 


00 


157 SER C 


17.22 


26.59 


72.72 


15. 


00 


157 SER O 


16.99 


27.51 


73.49 


15. 


00 


158 ASP N 


18.35 


26.52 


72.02 


15. 


00 


158 ASP CA 


19.40 


27.52 


72.06 


15. 


00 


158 ASP CB 


20.71 


26.91 


71.57 


15. 


00 


158 ASP CG 


20.91 


25.47 


72.03 


15. 


00 


158 ASP OD1 


21.16 


24.60 


71.16 


15. 


00 
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158 ASP 0D2 


<S/t ft1 

20.81 


158 ASP G 


4 -ft AP 

19 . 05 


158 ASP 0 


V ft ft 

19 .69 


159 ASN N 


<i ft .ft * 
18 .04 


159 ASN CA 


.17-.. 64 


159 ASN GB 


17.77 


159 ASN CG 


17 . 54 


ICO it 1 ^»kt ' ^tyi 

159 ASN OD1 


17.33 


159 ASN ND2 


17.63 


* 'Cft m Mrm« ^» 

159 ASN C 


16.22 


159 ASN 0 


15.23 


160 LEU N 


16.12 


160 LEU CA 


14. 84 


160 LEU CB 


14 .88 


160 LEU CG 


15.40 


160 LEU CD1 


15.23 


160 LEU CD2 


14.68 


160 LEU C 


14.. 66 


160 LEU 0 


15.56 


161 ASN N 


13 . 52 


161 ASN CA 


13 . 28 


161 ASN CB 


13 . 53 


161 ASN CG 


12 .91 


161 ASN 0D1 


11 . 68 


161 ASN ND2 


13 . 78 


161 ASN C 


11.86 


161 ASN 0 


11.57 


162 HIS N 


10 .99 


162 HIS CA 


9 .66 


162 HIS CB 


8.74 


162 HIS CG 


7.37 


162 HIS CD2 


6.94 


162 HIS ND1 


6.24 


162 HIS CE1 


5.17 


162 HIS NE2 


5.57 


162 HIS C 


9.28 


162 HIS 0 


9.61 


163 ALA N 


8.70 


163 ALA CA 


8.26 


163 ALA CB 


8.50 


163 ALA C 


6.78 


163 ALA 0 


6.02 


164 VAL N 


6.39 



TABLEX 

25.18 73.26 15.00 

28.77 71.26 15.00 

29.81 71.37 15.00 
28.67 70.40 15.00 

29.82 69.62 15.00 
29.53 68.12 15.00 

30.78 67.23 15.00 
30.67 66.00 15.00 
31.96 67.83 15.00 

30.27 69.99 15.00 
29.87 69.36 15.00 
31.10 71.03 15.00 
31.64 71.49 15.00 

31.87 73.00 15.00 
30.70 73.88 15.00 
31.09 75.33 15.00 
29.38 73,59 15.00 
32.96 70.75 15.00 
33.76 70.75 15.00 

33.17 70.11 15.00 
34.40 69.36 15.00 

34.18 67.85 15.00 
32.90 67.32 15.00 
32.70 67.33 15.00 
32.01 66.83 15.00 
34.98 69.54 15.00 
36.09 69.09 15.00 

34.28 70.26 15.00 

34.79 70.41 15.00 
34.04 69.45 15.00 
34.62 69.35 15.00 

35.88 69.10 15.00 
33.84 69.45 15.00 
34.59 69.25 15.00 

35.83 69.03 15.00 
34.53 71.85 15.00 
33.48 72.39 15.00 
35.56 72.47 15.00 
35.51 73.85 15.00 

36.80 74.53 15.00 
35.24 73.87 15.00 
35.80 73.09 15.00 
34.38 74.78 15.00 
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TABLE X 
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00 
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15. 


00 



29.85 80.03 15.00 

29.05 80,72 15.00 

30.12 80.98 15.00 
30.63 82.05 15.00 
29.73 80.56 15.00 
29.95 81.26 15.00 
30.48 80.19 15.00 

30.02 80.45 15.00 

32.03 80.10 15.00 
28.70 82.03 15.00 
28.75 82.70 15.00 
27.57 81.88 15.00 

26.35 82.56 15.00 

25.13 82.00 15.00 

25.29 81.17 15.00 
23 .94 82.49 15.00 
22.73 81.98 15.00 
22.45 82.69 15.00 
22.33 84.21 15.00 
21.21 84.82 15.00 
21.16 86.19 15.00 

23.36 85.02 15.00 

23.30 86.36 15.00 
22.20 86.95 15 . 00 
22.18 88.32 15.00 
21.62 82.29 15.00 
21.79 83.08 15.00 
20.47 81.70 15.00 
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TABLE X 

170 GLY CA -1.54 19.31 81.93 15.00 

170 GLY C -1.19 18.20 80.97 15.00 

170 GLY O -0.05 18.05 80.56 15.00 

171 ILE N -2.19 17.42 80.63 15.00 
171 ILE CA -1.99 16.31 79.71 15.00 
171 ILE CB -1.71 14.98 80.49 15.00 
171 ILE CG2 -2.84 14.65 81.48 15.00 
171 ILE CGI -1.47 13.80 79.57 15.00 
171 ILE CD1 -1.37 12.49 80.30 15.00 
171 ILE C -3.23 16.19 78.81 15.00 

171 ILE 0 -4.29 16.77 79.10 15.00 

172 GLN N -3.09 15.50 77.69 15.00 
172 GLN CA -4.21 15,35 76.77 15,00 
172 GLN CB -3.96 16; 16 75>48 15.00 
172 GLN CG -5.15 16,20 74.49 15.00 
172 GLN CD -5.05 17.33 73.50 15.00 
172 GLN OE1 -4.76 18.47 73.87 15.00 
172 GLN NE2 -5.27 17.03 72.22 15.00 
172 GLN C -4,51 13.86 76.49 15.00 

172 GLN 0 -5.23 13.22 77.27 15 . 00 

173 L YS N -4.00 13.30 75.41 15.00 
173 LYS CA -4.27 11.89 75.22 15.00 
173 LYS CB -4.76 11.64 73 .81 15.00 
173 LYS CG -6.07 12.36 73.52 15.00 
173 LYS CD -6.45 12.30 72.03 15 . 00 
173 LYS CE -5.44 13 . 01 71.15 15.00 
173 LYS NZ -5.85 12.96 69.72 15.00 
173 LYS C -2.97 11.18 75.51 15.00 

173 LYS O -2.29 10.72 74.59 15.00 

174 GLY N -2.59 11.22 76.78 15.00 
174 GLY CA -1.36 10.60 77.21 15.00 
174 GLY C -0.18 11.54 77.14 15.00 

174 GLY 0 0.88 11.27 77.72 15.00 

175 ASN N -0.34 12.66 76.42 15.00 
175 ASN CA 0.75 13.62 76.27 15.00 
175 ASN CB 0.84 14.07 74.82 15.00 
175 ASN CG 1.30 12.97 73.90 15.00 
175 ASN OD1 2.46 12.52 73.96 15.00 
175 ASN ND2 0.38 12.50 73.05 15.00 
175 ASN C 0.75 14.84 77.17 15.00 

175 ASN O -0.24 15.61 77.23 15.00 

176 LYS N 1.91 15.07 77.78 15.00 
176 LYS CA 2.12 16.20 78.66 15,00 
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TABLE X 

15.99 79.53 15.00 

14.86 80.52 15. 00 

14.85 81.66 15.00 

13. 51 82.41 15.00 

13.37 83.28 15.00 

17.46 77.85 15.00 

17.42 76.71 15.00 

18.56 78.38 15.00 

19.81 77.66 15.00 

19.92 76.63 15.00 

20.17 77.21 15.00 
21.32 77.65 15.00 

19.18 77.38 15.00 
19,70 77 . 89 15.00 
21.00 78.06 15.00 
21,03 78.53 15.00 
20.97 79.68 15.00 
22.13 77.89 15.00 
23.47 78.45 15 . 00 
24.15 78.26 15.00 
23.55 78.98 15.00 
23.62 80.41 15.00 
22.88 80.64 15.00 
24.22 81.52 15.00 
22.82 78.45 15.00 
22.40 79.44 15.00 

22.72 81.91 15.00 
24.05 82.77 15.00 
23.31 82.96 15.00 
24.24 77 . 64 15.00 
24.11 76.42 15.00 
25.01 78.30 15.00 

25.81 77.55 15.00 
26.08 78.34 15.00 
27.07 77.61 15.00 

24.73 78.71 15.00 
24.79 79.53 15.00 
27.14 77.31 15.00 

27.82 78.27 15.00 
27.49 76.05 15.00 
28.72 75.68 15.00 
28.49 74.78 15.00 
29.81 74.51 15.00 
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TABLE X 

27.57 75.46 15.00 

28.26 76.47 15.00 

29.69 75.03 15.00 

29133 74.22 15.00 

30.94 75.44 15.00 

31.95 74; 91 15.00 
32; 84 76.03 15.00 
34v09 75.52 15.00 
34; 90 76.67 15.00 

36.22 76.11 15.00 
37.09 77.17 15.00 
32.72 74,03 15.00 

33.15 74.52 15.00 
32.81 72.75 15.00 
33.49 71.81 15.00 
32/61 70,59 15.00 

33.17 69.65 IS. 00 

34.34 69.73 15.00 

32.35 68.71 15 . 00 
34.76 71.38 15.00 
34,83 71.39 15.00 
35.80 71.01 15.00 
37.03 70.61 15.00 

38.23 71.20 15 . 00 
38.09 71.04 15.00 

37.18 69,10 15.00 
38.25 68.56 15.00 

36.16 68.41 15.00 
36.29 66.97 15.00 
35.18 66.21 15.00 

35.38 66.20 15.00 

34.39 65.92 15.00 

35.01 65.97 15.00 

33.02 65.61 15.00 
36.54 66.41 15.00 
36.33 66.27 15.00 

34.32 65.74 15.00 

32.33 65.37 15.00 
32.98 65.44 15.00 
36.42 66.57 15.00 
36.20 65.42 15.00 
36.92 67.51 15,00 
37.14 67.23 15.00 
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TABLE X 

35.83 67.50 15.00 

34.76 67.64 15.00 

35.94 67.57 15.00 

34; 80 67.84 15.00 

35.32 68.26 15.00 

34.27 68.68 15.00 

34.86 69.09 15.00 
35.25 68.20 15 .00 
34.91 70.31 15.00 
33.76 66.75 15.00 

32.62 67.03 15.00 
34.14 65.52 15.00 

33.25 64.36 15.00 
34.07 63.08 15.00 
33.50 62.21 15.00 
33.17 61.07 15.00 

33.42 62.75 15.00 
32.36 64.14 15.00 

31.63 63.13 15.00 

32.50 64.96 15.00 
31.66 64.83 15.00 
32.41 65.32 15.00 

31.51 65.25 15.00 

30.87 66.35 15.00 

30.12 65.83 15.00 

30.87 67.72 15.00 
31.11 64.13 15. 00 

30.26 64.46 15.00 
29.39 66.64 15.00 

30.13 68.52 15.00 

29.43 68,01 15.00 
30.46 65.72 15.00 
30.59 66.69 15.00 
29.33 65.40 15.00 

28.14 66.22 15.00 

27.88 66.77 15.00 

28.15 66.15 15.00 
27.38 67.98 15.00 
27.08 68.58 15.00 

25.89 69.53 15.00 
25.28 69.86 15.00 
25.95 69.81 15.00 
24.00 70.23 15.00 
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TABLE X 

28.34 69.26 15.00 

28.50 70.46 15.00 

29.26 68.47 15.00 
30.49 68.99 15.00 

30.17 69.71 15.00 
29.28 68.87 15.00 
29.93 67.53 15.00 
30.19 66.45 15.00 
28.95 66.03 15.00 

31.27 69,84 15.00 
31.73 70.96 15.00 
31.43 69.30 15.00 

32.18 70.01 15.00 
31.36 70.87 15.00 
31.86 71.19 15.00 
30.16 71.27 15.00 
29.32 72.12 15.00 
28.72 73.28 15.00 
29.79 74.21 15.00 
30.50 73.91 15.00 

31.53 74.73 15.00 

30.13 75.36 15.00 

31.14 76.20 15.00 
31.84 75.89 15.00 
32.89 76.71 15.00 
28.21 71.35 15.00 
27.94 70.17 15.00 
27.50 72.06 15.00 
26.35 71.50 15.00 
26.72 70.64 15.00 
27.65 71.44 15.00 
25.47 70.15 15.00 
25.76 69.14 15.00 

25.54 72.70 15.00 
26.08 73.75 15.00 
24.23 72.57 15.00 
23.30 73.59 15.00 

22.15 73.67 15.00 
22.29 74.58 15.00 
23.70 74.67 15.00 
21.38 74.05 15.00 
22.81 73.09 15.00 
22.26 71.99 15.00 
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11.87 


16.86 


75.92 


200 LYS 0 


12.15 


17.61 


74.99 


201 ASN N 


12.64 


16.70 


76.99 


201 ASN CA 


13.91 


17.41 


77.22 
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15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15. 00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15; 00 

15.00 

15 .00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE X 

201 ASN CB 15.14 16.71 76.60 15.00 

201 ASN CG 15.48 15.43 77.29 15.00 

201 ASN OD1 15.33 14.36 76.70 15.00 

201 ASN ND2 15.91 15.52 78.56 15.00 

201 ASN C 13.91 18.86 76.81 15.00 

201 ASN O 14.74 19.28 76.01 15.00 

202 ASN N 13.02 19.62 77.41 15.00 
202 ASN CA 12 .87 21.05 77.17 15.00 
202 ASN CB 13.98 21.82 77.88 15.00 
202 ASN CG 13.66 23.27 78.07 15.00 
202 ASN OD1 12.53 23.63 78.38 15.00 
202 ASN ND2 14.63 24. 12 77.83 15. 00 
202 ASN C 12.73 21.47 75.69 15.00 

202 ASN O 13.48 22.28 75.16 15.00 

203 ALA N 11.66 21.00 75 .05 15 .00 
203 ALA H 11.06 20 .52 75.65 15.00 
203 ALA CA 11.34 21.22 73.64 15.00 
203 ALA CB 10.03 20.53 73.27 15,00 
203 ALA C 11.16 22.72 73.38 15 . 00 

203 ALA O 10 .25 23.38 73.78 15.00 

204 CYS N 11 .98 23 .21 72 ,42 15 .00 
204 CYS CA 12 .00 24.60 72.00 15.00 
204 CYS C 12.56 25.58 73.01 15.00 
204 CYS O 12.50 26.79 72.81 15.00 
204 CYS CB 10.64 25.06 71.56 15.00 

204 CYS SG 10.05 24.34 69.96 15.00 

205 GLY N 13.03 25.04 74.13 15.00 
205 GLY CA 13.63 25.86 75.14 15.00 
205 GLY C 12.69 26.61 76.01 15.00 

205 GLY O 13 . 03 27.59 76 . 63 15.00 

206 ILE N fl.50 26.08 76.12 15.00 
206 ILE CA 10.47 26.69 76.92 15.00 
206 ILE CB 9.30 25.69 77.08 15.00 
206 ILE CG2 9.78 24.44 77.78 15.00 
206 ILE CGI 8.15 26.33 77.87 15.00 
206 ILE CD1 7.20 27.12 77.00 15.00 
206 ILE C 10.95 27.11 78.33 15.00 

206 ILE O 10.50 28.12 78.86 15.00 

207 ALA N 11.85 26.34 78.95 15.00 
207 ALA CA 12.32 26.67 80.30 15.00 
207 ALA CB 12.30 25.45 81.18 15.00 
207 ALA C 13.68 27.35 80.43 15.00 
207 ALA O 14.20 27.46 81.56 15.00 



TABLE X 



208 ASN N 
208 ASN CA 
208 ASN CB 
208 ASN CG 
208 ASN OD1 
208 ASN ND2 
208 ASN C 

208 ASN 0 

209 LEU N 
209 LEU CA 
209 LEU CB 
209 LEU CG 
209 LEU CD1 
209 LEU CD2 
209 LEU C 

209 LEU 0 

210 ALA N 
210 ALA H 
210 ALA CA 
210 ALA CB 
210 ALA C 

210 ALA O 

211 SER N 
211 SER CA 
211 SER CB 
211 SER OG 
211 SER C 

211 SER O 

212 PHE N 
212 PHE CA 
212 PHE CB 
212 PHE CG 
212 PHE CD1 
212 PHE CD2 
212 PHE CE1 
212 PHE CE2 
212 . PHE CZ 
212 PHE C 

212 PHE O 

213 PRO N 
213 PRO CD 
213 PRO CA 
213 PRO CB 



14.21 
15.51 
16.13 
16.75 
16.26 
17 .86 
15,37 
16.37 
14.16 
13.97 
14.05 
14.45 
15.95 
14.12 
1271 
12.13 
12 . 37 
12.79 
11.14 
10.61 
11.43 
12.41 
10.44 
10.44 
11.25 
10. 66 
8.97 
8.07 
8.74 
7.44 
6.68 
7.43 
8.34 
7.26 
9.08 
8.00 
8.90 
7.65 
8.64 
6.79 
5.64 
6.88 
6.03 



27.84 

28,52 

28.39 

27.01 

25.96 

2 7 ri 03 

30.02 

30i73 

30.55 

31.98 

32.79 

34,26 

34:30 

35^06 

32.35 

33.44 

31.55 

30.67 

31,81 

30.53 

32.81 

32.78 

33.74 

34.68 

35.95 

36.74 

35.02 

34.77 

35.50 

35.96 

34 .87 

34.30 

33.31 

34.79 

32.83 

34.30 

33.33 

37.23 

37.35 

38 .23 

38.27 

39. 49 

40.48 



79.31 

79.26 

77.88 

77.59 

78.00 

76,88 

79.55 

79.73 

79.48 

79.73 

78.43 

78:52 

78.78 

77.23 

80,51 

80,31 

81.52 

81.51 

82.27 

82.92 

83.41 

84.11 

83.58 

84.69 

84.38 

83.37 

85.03 

84.22 

86.25 

86.75 

87.53 

88.72 

88.54 

90.01 

89.64 

91.08 

90.90 

87.63 

88.34 

87.46 

86.55 

88 .23 

87.41 



15 .00 
15 . 00 
15 . 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
; 15.00 
15.00 
15.00 
15.00 
15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 
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ZL6 PRO CG 


4.96 


£XJ FRO C 


0 .30 


ZlJ PRO O 


■C ft c 

5 .25 


Z14 LYS N 


<> ft 

6 . 99 


214 LiYS CA 


c.' An 
6.40 


214 LYS CB 


7 . 46 


214 LYS CG 


8.31 


214 LYS CD 


8.81 


214 LYS CE 


ft ^ ft ' 

9.63 


214 LYS NZ 


10. 60 


214 LYS G 


C r ft 

5.57 


214 LYS O 


tZ ft ft 

5.99 


21b MET N 


4.33 


215 MET CA 


3 . 47 


215 MET CB 


2 .11 


215 MET CG 


1.57 


215 MET SD 


0.31 


215 MET CE 


-1.09 


215 MET C 


3.31 


215 MET 0T1 


3.48 


215 MET 0T2 


3.17 


216 HOH 0H2 


8.87 


217 HOH 0H2 


-2.18 


218 HOH 0H2 


1.71 


1«/\t» /NYY*% 

219 HOH 0H2 


9.44 


220 HOH 0H2 


0.80 


t»/N»T 

221 HOH 0H2 


-2>51 


222 HOH 0H2 


17.40 


22 J HOH 0H2 


-1.57 


ft ft A t_T/^TT : ATTO 

224 HOH 0H2 


12 .41 


O^C TJATt ✓'VYYft 

225 HOH 0H2 


11*65 


IOC ur\tj V\xrft 
22o HOH 0H2 


1 1 ^-ft 
11.38 


227 HOH 0H2 


5.00 


tY^YY ATT^ 

228 HOH 0H2 


4 . 86 


229 HOH 0H2 


-9.01 


230 HOH 0H2 


14,02 


231 HOH 0H2 


18.09 


232 HOH 0H2 


0.22 


233 HOH OH2 


3.45 


234 HOH 0H2 


13.53 


235 HOH 0H2 


-15.93 


236 HOH 0H2 


-5.38 


237 HOH 0H2 


-7.89 



TABLE X 

39.59 87.00 15.00 

39.32 89.66 15.00 
38.68 89.88 15.00 
39.82 90.67 15.00 

39.71 92 . 01 15.00 
39.54 93 . 11 15.00 
38.28 92.90 15.00 

37.72 94.19 15.00 

38.73 94.95 15.00 
39.41 94.05 15.00 

40.96 92.27 15.00 

42.07 91.94 15.00 
40.78 92.72 15.00 
41.93 92.99 15.00 

41.74 92.32 15.00 

43.08 91.85 15.00 
43.10 90.56 15.00 
43.67 91.53 15.00 

42.16 94.50 15.00 
41.21 95.29 15.00 

43 .33 94.89 15 .00 

46.84 97.48 15. 00 

37.97 73.56 15.00 
36.04 75.21 15.00 

52.65 61.91 15.00 

56.90 67,17 15.00 
36.41 82.35 15.00 
43.23 83.47 15.00 
52.44 64.46 15.00 

35.91 80.62 15.00 
62.93 58.36 15.00 
48.93 74.41 15.00 

12.95 78.69 15.00 

15.66 86.17 15.00 

32.96 72.96 15.00 
19.79 82.02 15.00 
36.59 88.86 15; 00 
37,62 76.69 15.00 
36.52 73; 19 15.00 

38.17 80.00 15.00 
48.59 69.63 15.00 

44.85 97.00 15.00 
45.15 89.13 15.00 
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TABLE X 

238 HOH OH2 2.43 19.39 65.70 15.00 

239 HOH OH2 7.43 21. 65 71 .07 15 . 00 

240 HOH OH2 2 .41 16.41 85.78 15.00 

241 HOH OH2 -0.33 36.99 59.82 15.00 

242 HOH OH2 -7.54 26.54 72.89 15.00 

243 HOH OH2 -3.03 44.85 65.86 15.00 

244 HOH OH2 0;80 35.69 86.28 15.00 

245 HOH OH2 -9.57 36.85 95.54 15.00 

246 HOH OH2 -1.06 62.37 83.93 15.00 

247 HOH OH2 7.72 62.09 69.81 15.00 

248 HOH OH2 4.95 60.85 80.90 15.00 

249 HOH OH2 14.51 30.92 83.13 15.00 

250 HOH OH2 -1.50 28. 47 63. 31 15 . 00 

251 HOH OH2 15.32 22.32 71.31 15.00 
.252 HOH OH2 -1.00 14.71 55.75 15.00 

253 HOH OH2 6.77 18.87 84.05 15.00 

254 HOH OH2 -9.65 32.88 79.27 15.00 

255 HOH OH2 -2.32 34.26 69.09 15.00 

256 HQH OH2 -11.12 32.20 64.94 15.00 

257 HOH OH2 -3 .80 45.19 72.07 15.00 

258 HOH OH2 -7.43 38.35 65.10 15.00 

259 HOH OH2 1.41 46.77 63.08 15.00 

260 HOH OH2 -3.18 37.41 80.05 15.00 

261 HOH OH2 7.12 59.13 81.53 15.00 

262 HOH OH2 9.18 59.65 79.58 15.00 

263 HOH OH2 8.43 57.49 83.56 15.00 

264 HOH OH2 22.06 33.25 80.24 15.00 

265 HOH OH2 20.66 27.84 95.17 15.00 

266 HOH OH2 17.09 49.08 84.72 15.00 

267 HOH OH2 12.06 54.25 84.82 15.00 

268 HOH OH2 9.93 50.78 92.92 15.00 

269 HOH OH2 13.59 41.50 91.19 15.00 

270 HOH OH2 11.18 49.64 64.47 15.00 

271 HOH OH2 12.14 55.71 75.81 15.00 

272 HOH OH2 9.07 26.37 66.15 15.00 

273 HOH OH2 24.27 24.31 64.11 15.00 

274 HOH OH2 18,35 21.16 79.19 15.00 

275 HOH OH2 20.62 28.49 61.87 15.00 

276 HOH OH2 13.58 15.19 72.83 15.00 

277 HOH OH2 9.33 19.74 77.14 15.00 
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TABLE XI 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor 3(S)-3- 
[ (N-benzyioxycarbonyl ) -L-leucihyl|amin6-5-methyl-l- (1-propoxy) - 

2-hexanone. 



Atom 1 Atom 2 Atom 3 Angle Atom 1 Atom 2 Atom 3 Angle 



2420H2 
2420H2 
2420H2 
180D1 
180D1 
180D1 
184 GB 
184CB 
184C6 
184CB 
184CB 
184CA 
184GA 
184CA 
184CA 
18ND2 
18ND2 
1840 
1840 
1840 
184CG 
184CG 
184CD1 
184CD1 

18CG 
1840 
184CD2 
180D1 
180D1 
180D1 
180D1 
180D1 
180D1 
180D1 
180D1 



25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25G1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

2 SCI 

25C1 

25C1 

25C1 

25C1 

25C1 

25G2 

25C2 

25C2 

2502 

25C2 

2SC2 

25C2 

25C2 



180D1 

1840 

184C 
18ND2 

184CD1 

184C 

184CA 

184b 

184CD1 

184C 

184NE1 

1840 

184CD1 

184C 

184NE1 
18CG 
200 

184CD1 

184C 

184NE1 

184C 

184NE1 

184C 

184NE1 

184C 

184CD2 

184NE1 

184CA 

20N 
2420K2 
1830 

19CG 

19N 

20C 

19C 



69.66 

82 . 25 

92-20 

33.84 

97.11 

73 . 04 

23.31 

42.27 

38.40 

36.61 

49.18 

35.91 

44 . 79 

21.48 

58 . 86 

18.49 

92.88 

78.02 

17.17 

90.68 

56.91 

27.32 

66.13 

14.36 

59.85 

69.30 

26.78 

93.13 

42.62 

68.83 

73.73 

85.64 

47.90 

65.28 

49.49 



2420H2 
2420H2 
180D1 
180D1 
180D1 
180D1 
184CB 
184CB 
184CB 
184CB 
184CA 
184CA 
184CA 
184CA 
18ND2 
18ND2 
1840 
1840 
1840 
184CG 
184CG 
184CD1 
184CD1 
184CD1 

18CG 
184C 
184NE1 
180D1 
180D1 
180D1 
180D1 
180D1 
180D1 
180D1 
180D1 



25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

2 SCI 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C2 

25C2 

25C2 

25C2 

25C2 

25C2 

25C2 

25C2 



18ND2 
18CG 

184CA 
1840 
18CG 
200 
18ND2 
184CG 
18CG 
184CD2 

18ND2 
184CG 

18CG 
184CD2 
1840 
184C 
184CG 

18CG 
184CD2 
184CD1 
184CD2 

18CG 
184CD2 

200 

200 
184NE1 

20O 

18CG 

18ND2 

200 
184C 

2 OCA 
1840 
184N 

18CB 



48.33 

62.66 

78.01 

82.68 

16.91 

60.56 

93.14 

22.32 

92.58 

32 .79 

72 .65 

38.24 

69.61 

52.43 

58.28 

56.82 

64.55 

67.10 

73 . 76 

19.59 

15.07 

99.42 

27.32 

86.22 

77.46 

80.01 

80.98 

18.16 

35.44 

79.33 

80.63 

45.72 

85.52 

90.71 

22.83 
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180D1 25C2 183C 

180D1 25C2 18C 

184CD1 25C2 184GA 

184001 25C2 184CG 

184CD1 25C2 184C 

184CD1 25C2 19N 

184CD1 25C2 184NE1 

184CD1 25C2 183C 

184CD1 25C2 18C 

184CD1 25C2 19CA 

184GA 25C2 18ND2 

184CA 25C2 184CG 

184CA 25C2 184C 

184GA 25C2 19N 

184CA 25C2 184NE1 

184GA 25C2 18CB 

184CA 25C2 18CA 

184GA 25C2 184CD2 

18CG 25C2 2 ON 

18CG 25C2 184CB 

18CG 25C2 20O 

18CG 25C2 184C 

18CG 25C2 2 OCA 

18CG 25C2 1840 

18GG 25C2 184N 



18CG 


25C2 


18CB 


18GG 


25C2 


18CA 


18CG 


25C2 


19CA 


20N 


25C2 


200 


2 ON 


25C2 


19CG 


2 ON 


25C2 


19N 


2 ON 


25C2 


19C 


20N 


25C2 


183C 


2 ON 


25C2 


18C 


18ND2 


25C2 


184CB 


18ND2 


25C2 


1830 


18ND2 


2SC2 


2 OCA 


18ND2 


25C2 


1840 


18ND2 


25C2 


184N 


18ND2 


25C2 


18CB 


18ND2 


25C2 


18CA 


18ND2 


25C2 


19CA 


184CB 


25C2 


1830 


184CB 


25C2 


19CG 



TABLE XI 



82.72 


180D1 


25C2 


18CA 


34.96 


34.23 


180D1 


25C2 


19GA 


54.26 


49.90 


184CD1 


25C2 


184CB 


40.27 


20.32 


184CD1 


25C2 


1830 


55.01 


70.22 


184CD1 


25C2 


19CG 


61.53 


85.18 


184CD1 


25C2 


1840 


78.11 


15.62 


184CD1 


25C2 


184N 


44. 48 


47.20 


184CD1 


25C2 


18CA 


94.36 


95.90 


184CD1 


25C2 


184CD2 


23.77 


87.00 


184CA 


25C2 


18CG 


78.59 


76.16 


184CA 


25C2 


184CB 


23.25 


39.72 


184CA 


25C2 


1830 


40.92 


20.77 


184CA 


25C2 


19CG 


86.38 


76.16 


184CA 


25C2 


1840 


33.25 


65.31 


184CA 


25C2 


184N 


13.46 


70 .34 


184CA 


25C2 


183C 


28.93 


61.99 


184CA 


25C2 


18C 


75.30 


51.97 


184CA 


25C2 


19CA 


89.58 


59.81 


18CG 


25C2 


18ND2 


20.07 


99.39 


18CG 


25C2 


2420H2 


62.04 


97.48 


18CG 


25C2 


1830 


69.32 


63 . 66 


18CG 


25C2 


19CG 


95.51 


63.78 


18CG 


25C2 


19N 


54.69 


67.41 


18CG 


25C2 


20C 


83.28 


79. 10 


18CG 


25C2 


19C 


65.07 


12.54 


18CG 


25C2 


183C 


75.08 


30.58 


18CG 


25C2 


18C 


39.48 


65. 54 


2 ON 


25C2 


18ND2 


78.04 


42.02 


20N 


25C2 


1830 


74.98 


52.80 


20N 


25C2 


20CA 


19.88 


37.71 


20N 


25C2 


20C 


32.71 


11.44 


2 ON 


25C2 


18CB 


58.04 


87.83 


2 ON 


25C2 


18CA 


55.70 


39.13 


20N 


25C2 


19CA 


28.06 


92.26 


18ND2 


25C2 


2420H2 


45.09 


80.83 


18ND2 


25C2 


184C 


57.03 


77.75 


18ND2 


25C2 


19N 


73.94 


55.05 


18ND2 


25C2 


20C 


96 . 02 


81.33 


18ND2 


25C2 


19C 


84.52 


29.48 


18ND2 


25C2 


183C 


82.74 


46.57 


18ND2 


25C2 


18C 


58.80 


85.56 


184CB 


25C2 


184CG 


22.40 


59.35 


184CB 


25C2 


184C 


36.03 


94.64 


184CB 


25C2 


19N 


96.61 
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184CB 


25C2 


1840 


184 GB 


25C2 


184N 


184CB 


25C2 


183C 


184CB 


25C2 


18C 


2420H2 


25C2 


184C 


2420H2 


25C2 


1840 


2420H2 


25G2 


18GB 


184GG 


25C2 


1830 


184C6 


25C2 


19CG 


184CG 


25C2 


1840 


184CG 


25C2 


184N 


184CG 


25C2 


18CA 


200 


25C2 


19CG 


2 bo 


25C2 


19N 


200 


25C2 


20C 


200 


25C2 


18GB 


200 


25C2 


18C 


1830 


25C2 


184C 


1830 


25C2 


2 OCA 


1830 


25C2 


1840 


1830 


25C2 


184N 


1830 


25C2 


18CB 


1830 


25C2 


i8CA 


1830 


25C2 


184CD2 


184C 


25C2 


19N 


184C 


25C2 


184NE1 


184C 


25C2 


18CB 


184C 


25C2 


18CA 


184C 


25C2 


184CD2 


19CG 


25C2 


20CA 


19CG 


25C2 


184NE1 


19CG 


2SC2 


184N 


19CG 


25C2 


18CB 


19CG 


25C2 


18CA 


19CG 


25C2 


184CD2 


20CA 


25G2 


19N 


20CA 


25C2 


19C 


20CA 


25C2 


18CA 


20CA 


25C2 


19CA 


19N 


25C2 


184NE1 


19N 


25C2 


184N 


19N 


25C2 


18CB 


19N 


25C2 


18CA 


19N 


25C2 


19CA 
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38.77 


184CB 


25C2 


184NE1 


52 .96 


31.46 


184CB 


25C2 


18CB 


92.63 


46.49 


184CB 


25C2 


18CA 


85.24 


97.95 


184CB 


25C2 


184CD2 


31.97 


81.46 


2420H2 


25C2 


20CA 


87.88 


68 . 50 


2420H2 


25C2 


20C 


95.83 


73.69 


2420H2 


25C2 


18CA 


91.46 


61.89 


184CG 


25C2 


184C 


57 .17 


81.07 


184CG 


25C2 


19N 


97 .59 


61.14 


184CG 


25C2 


184NE1 


30.80 


40.66 


184CG 


25C2 


183C 


50.54 


97 . 12 


184CG 


25C2 


184CD2 


12 .85 


59.65 


20O 


25C2 


2 OCA 


33 .80 


73.93 


200 


25C2 


184NE1 


98.68 


15.00 


200 


25C2 


19C 


44.20 


98.94 


200 


25C2 


18CA 


97.51 


80.19 


20O 


25C2 


19CA 


58 .60 


52.11 


1830 


25C2 


19CG 


50.15 


94 .61 


1830 


25C2 


19N 


37.44 


68.46 


1830 


25C2 


184NE1 


67.20 


28.51 


1830 


25C2 


19C 


66.39 


56.86 


1830 


25C2 


183C 


12.86 


39.61 


1830 


25C2 


18C 


42.74 


73.55 


1830 


25C2 


19CA 


48.97 


79.88 


184C 


25C2 


1840 


16.37 


85.33 


184C 


25C2 


184N 


31.43 


58.56 


184C 


25C2 


183C 


43 .26 


56.66 


184C 


25C2 


18C 


73.56 


67.95 


184C 


25C2 


19CA 


95.56 


68.54 


19CG 


25C2 


19N 


41.00 


59.71 


19CG 


25C2 


20C 


65.93 


72.99 


19CG 


25C2 


19C 


41.61 


85.55 


19CG 


25C2 


183C 


58.81 


69.73 


19CG 


25C2 


18C 


56. 16 


84.49 


19CG 


25C2 


19CA 


31.40 


57.18 


20CA 


25C2 


20C 


19. 60 


30.27 


20CA 


25C2 


18CB 


66.65 


70.02 


2 OCA 


25C2 


18C 


55 . 87 


47.75 


19N 


25C2 


1840 


94.75 


91.69 


19N 


25C2 


20C 


69.08 


65.26 


19N 


25C2 


19C . 


30.47 


44.60 


19N 


25C2 


183C 


50.23 


30.19 


19N 


25C2 


18C 


15.21 


16.11 


1840 


25C2 


184NE1 


91.68 
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TABLE XI 



1840 


2SC2 


184N 


45.89 


1840 


25C2 


18GB 


65.91 


1840 


2SC2 


183C 


59.15 


1840 


25C2 


18CA 


68.65 


1840 


25C2 


18C 


86.43 


1840 


25C2 


184CD2 


69.23 


184NE1 


25C2 


184N 


60 .01 


184NE1 


25C2 


183C 


61.27 


184NE1 


25C2 


184GD2 


26.96 


184NE1 


25C2 


19CA 


89.32 


20C 


25C2 


19C 


38.71 


20C 


25C2 


18CB 


86.12 


20C 


25C2 


18CA 


87.75 


20C 


25C2 


18C 


71.80 


20C 


25G2 


19CA 


55.73 


184N 


25C2 


19C 


94.86 


184N 


25C2 


18CB 


68.81 


184N 


25G2 


183C 


15.92 


184N 


25C2 


18CA 


56.71 


184N 


25C2 


18C 


67.03 


184N 


25C2 


184CD2 


53 . 50 


184N 


25C2 


19CA 


77.48 


19C 


25G2 


18CB 


60.71 


19C 


25C2 


183C 


79.19 


19C 


25C2 


18CA 


54.22 


19C 


25C2 


18C 


36.38 


19C 


25C2 


19GA 


17.76 


18CB 


25C2 


183C 


63.21 


18CB 


25G2 


18CA 


18.13 


18CB 


25C2 


18C 


29.64 


18CB 


25C2 


19CA 


57.42 


183G 


25C2 


18CA 


47 .76 


183C 


25C2 


18C 


54.26 


183C 


25C2 


184CD2 


62.80 


183C 


25C2 


19CA 


61.67 


18CA 


25C2 


18C 


17 . 97 


18CA 


25C2 


19CA 


45.40 


18C 


25C2 


19CA 


28.26 


200 


25C3 


19CG 


77.70 


200 


25C3 


2 ON 


48.86 


200 


25C3 


180D1 


82.41 


200 


25C3 


20G 


15.02 


200 


25C3 


2 OCA 


36.52 


200 


25C3 


19CD 


82 .71 


200 


2SG3 


19C 


49.69 


200 


25C3 


19N 


81.60 


200 


25C3 


19CB 


69.52 


200 


25C3 


18GG 


93 . 56 


200 


25C3 


190E1 


97.10 


200 


25C3 


19CA 


66.55 


184CD1 


25C3 


19CG 


70.95 


184CDi 


25G3 


184NE1 


20.32 


184CD1 


25C3 


184CG 


17.18 


184CD1 


25C3 


19CD 


63.15 


184CD1 


2SC3 


19N 


84.37 


184CD1 


25C3 


184CA 


41.74 


184CD1 


25C3 


1830 


51.08 


184CD1 


25C3 


19CB 


82 . 21 


184CD1 


25C3 


184CB 


33.05 


184CD1 


25C3 


18CG 


99.94 


184CD1 


25C3 


190E1 


48.60 


184CD1 


25C3 


19CA 


92.55 


184CD1 


2SC3 


184CE2 


24.46 


19CG 


25C3 


2 ON 


60.87 


19CG 


25C3 


180D1 


86.79 


19CG 


25C3 


20C 


80.83 


19CG 


25C3 


184NE1 


70.80 


19CG 


25C3 


20CA 


78.71 


19CG 


25C3 


184CG 


86.74 


19CG 


25C3 


19CD 


19.15 


19CG 


25C3 


19C 


46.56 


19GG 


25C3 


19N 


42.15 


19CG 


25C3 


184CA 


83.50 


19CG 


25C3 


1830 


50.42 


19CG 


25C3 


19CB 


14.34 


19GG 


25C3 


184GB 


93 .55 


19CG 


25C3 


18CG 


90.03 


19GG 


25C3 


190E1 


29.89 


19CG 


25C3 


19CA 


32.74 


19CG 


25C3 


184GE2 


83.95 


2 ON 


25C3 


180D1 


40.95 


2 ON 


25C3 


20G 


38.02 


2 ON 


25C3 


2 OCA 


21.15 


2 ON 


25C3 


19CD 


78.19 


2 ON 


25C3 


19C 


14.72 


20N 


25C3 


19N 


36.90 


2 ON 


25C3 


184CA 


98.63 


2 ON 


25C3 


1830 


71.83 
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20N 


25C3 


19CB 


20N 


25C3 


190E: 


2 ON 


25C3 


2420K 


180D1 


25C3 


20CA 


180D1 


25C3 


19N 


180D1 


25C3 


1830 


180D1 


25C3 


184CB 


180D1 


25C3 


19GA 


20C 


25C3 


2 OCA 


20C 


25C3 


19C 


20C 


25C3 


19CB 


20C 


25C3 


19CA 


184NE1 


25C3 


184CG 


184NE1 


25C3 


19N 


184NE1 


25C3 


1830 


184NE1 


25C3 


184CB 


184NE1 


25C3 


19CA 


2 OCA 


25C3 


19CD 


20CA 


25C3 


19N 


2 OCA 


25C3 


19CB 


20CA 


25C3 


19CA 


18406 


25C3 


19CD 


184CG 


25C3 


184CA 


184CG 


25C3 


19CB 


184CG 


25C3 


18CG 


184CG 


25C3 


184CE2 


19CD 


25C3 


19C 


19CP 


25C3 


184CA 


19CD 


25C3 


19CB 


19CD 


25C3 


190E1 


19CD 


25C3 


184CE2 


19C 


25C3 


184CA 


19C 


25C3 


19CB 


19C 


25C3 


190E1 


19N 


25C3 


184CA 


19N 


25C3 


19CB 


19N 


25C3 


18CG 


19N 


25C3 


19CA 


184CA 


25C3 


1830 


184CA 


25C3 


184CB 


184CA 


25C3 


190E1 


184CA 


25C3 


184CE2 


1830 


25C3 


19CB 


1830 


25C3 


18CG 



TABLE X3 



46.57 


20N 


25C3 


18CG 


51.19 


90.75 


20N 


25C3 


19CA 


30.28 


86.06 


180D1 


25C3 


20C 


67.75 


45.89 


180D1 


25C3 


19C 


52.30 


45.18 


180D1 


25C3 


184CA 


70.04 


62.55 


180D1 


25C3 


19CB 


74.34 


86.92 


18001 


25C3 


18CG 


11.19 


55.77 


180D1 


25C3 


2420H2 


51.35 


22.11 


20C 


25C3 


19CD 


90.19 


43.18 


20C 


25C3 


19N 


73.89 


69.80 


20C 


25C3 


18CG 


78 .83 


61.77 


20C 


25C3 


2420H2 


89.06 


32.04 


184NE1 


25C3 


19GD 


56.99 


96 . 67 


184NE1 


25C3 


184CA 


61.92 


67 . 54 


184NE1 


25C3 


19CB 


84.48 


50.65 


184NE1 


25C3 


190E1 


42.30 


99.57 


184NE1 


25C3 


184CE2 


13.16 


93 .68 


20CA 


25C3 


19C 


32.85 


57.68 


20CA 


25C3 


1830 


91.89 


64.99 


20CA 


25C3 


18CG 


57 .06 


50.80 


20CA 


25C3 


2420H2 


76 .89 


80. 27 


184CG 


25C3 


19N 


91.72 


34.06 


184CG 


25C3 


1830 


56.45 


96.63 


184CG 


25C3 


184CB 


18.84 


93.58 


184CG 


25C3 


190E1 


65.78 


28.26 


184CG 


25C3 


2420H2 


94.95 


63.50 


19CD 


25C3 


19N 


60.85 


88.20 


19CD 


25C3 


1830 


60.91 


32.82 


19CD 


25C3 


184CB 


92.35 


14.96 


19CD 


25C3 


19CA 


51 . 66 


69.81 


19C 


25C3 


19N 


31.91 


98.36 


19C 


25C3 


1830 


66. 62 


32.43 


19C 


25C3 


18CG 


61 .26 


76.35 


19C 


25C3 


19CA 


18.84 


66.70 


19N 


25C3 


1830 


35.29 


31 .75 


19N 


25C3 


184C6 


85.03 


47.94 


19N 


25C3 


190E1 


67 .18 


17.97 


19N 


25C3 


2420H2 


95.18 


35.33 


184CA 


25C3 


19CB 


86.05 


19.26 


184CA 


25C3 


18CG 


59.77 


78.16 


184CA 


25C3 


19CA 


83.25 


61.84 


184CA 


25C3 


2420H2 


75.15 


50.84 


1830 


25C3 


184CB 


51.32 


57.48 


1830 


25C3 


190E1 


57.08 
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XojO 


25C3 


19CA 


XoJQ 


25C3 


2420H2 


X5JCB 


25C3 


18CG 


19CB 


25C3 


19CA 


Xo4Co . 


25C3 


18CG 


184CB 


25C3 


184CE2 


loCG 


25C3 


19CA 


XyQEl 


25C3 


19CA 


200 


25C4 


20C 


' *)AA 

200 


25C4 


20N 


200 


25C4 


19CD 


200 


25C4 


180D1 


184CD1 


25C4 


19CG 


184CD1 


25C4 


1 84CE2 


184CD1 


25G4 


19CD 


184 GDI 


25C4 


184CD2 


184NE1 


25C4 


184CG 


184NE1 


25C4 


19CD 


20C 


25C4 


19CG 


20G 


25C4 


2 OCA 


20C 


25C4 


21NE2 


19CG 


25G4 


184CG 


19CG 


25C4 


2 ON 


19CG 


25C4 


19CD 


19CG 


25G4 


184CD2 


X84CG 


25G4 


2 ON 


X84CG 


25C4 


180D1 


XB4CE2 


25C4 


19CD 


2 ON 


25C4 


2 OCA 


2 ON 


25C4 


21NE2 


2 OCA 


25C4 


19CD 


20CA 


25C4 


180D1 


X9CD 


25C4 


184CD2 


180D1 


25C4 


184CD2 


184CD1 


25C5 


184NE1 


184CD1 


25C5 


184CE2 


184CD1 


25C5 


184CD2 


200 


25C5 


2420H2 


184NE1 


25C5 


184CG 


184NE1 


25C5 


184CD2 


184CG 


25C5 


2420H2 


184CE2 


25C5 


184CD2 


2420H2 


25C6 


184CB 


2420H2 


25C6 


180D1 



TABLE XI 








49. 31 


1830 


25C3 


184CE2 


75.42 


96.01 


19CB 


25C3 


184CB 


99.69 


79 . 10 


19CB 


25C3 


190E1 


44.22 


18.92 


19GB 


25C3 


184CE2 


97 .58 


76.03 


184CB 


25C3 


190E1 


79.22 


46.73 


184 GB 


25G3 


2420H2 


78.05 


61.53 


18CG 


25C3 


2420H2 


47.27 


62.05 


190E1 


25C3 


184CE2 


55.29 


10.43 


200 


25C4 


19CG 


62.30 


35.25 


200 


25C4 


20GA 


26.32 


71 .57 


200 


25C4 


21NE2 


50.82 



61.89 184CD1 25C4 184NE1 20.27 



57.56 


184CD1 


25C4 


184CG 


16.41 


28.68 


184GD1 


25C4 


2 ON 


90.35 


54 . 84 


184CD1 


25C4 


180D1 


81.65 


25.56 


184NE1 


25C4 


19CG 


61.65 


29 . 79 


184NE1 


25C4 


184CE2 


15.87 


51.78 


184NE1 


25C4 


184CD2 


25.93 


66.50 


20G 


25C4 


20N 


31.03 


17 .90 


20C 


25C4 


19CD 


78.21 


44.60 


20C 


25C4 


180D1 


53.90 


72.66 


19CG 


25C4 


184CE2 


77.52 


46.19 


19CG 


2SC4 


20CA 


61.94 


18.17 


19CG 


25G4 


180D1 


63 . 67 


82.38 


184CG 


25C4 


184CE2 


28.98 


98.65 


184CG 


25C4 


19CD 


71.23 


82.35 


184CG 


25C4 


184CD2 


16.48 


67.12 


184CE2 


25C4 


184CD2 


16.42 


17.47 


20N 


25C4 


19CD 


63.14 


68.18 


20N 


25C4 


180D1 


30.69 


77.50 


20CA 


25C4 


21NE2 


50.79 


36.03 


19GD 


25C4 


180D1 


81.70 


76.27 


21NE2 


25C4 


180D1 


71 . 09 


98 . 63 


184CD1 


25C5 


200 


89.99 


17.97 


184CD1 


25G5 


184CG 


17.29 


27.88 


184CD1 


25C5 


2420H2 


99.26 


27.37 


200 


25C5 


184NE1 


92.08 


86.50 


200 


25C5 


21NE2 


47.88 


28.79 


184NE1 


25C5 


184CE2 


16 . 62 


27; 40 


184CG 


25C5 


184CE2 


28.30 


92.08 


184CG 


25C5 


184CD2 


17.13 


16.84 


2420H2 


25C5 


21NE2 


65.12 


96.30 


2420H2 


25C6 


184CA 


83.88 


51.77 


2420H2 


25C6 


1840 


63.15 
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184CG 25C6 184CD1 

184CG 25C6 184CD2 

184CG 25C6 184CA 

184CG 25C6 1846 

184GD1 25C6 184CD2 

184CD1 25C6 184CA 

184CD1 25C6 1840 

184CB 25C6 184NE1 

184CB 25G6 180D1 

184CD2 25C6 184NE1 

184CD2 25C6 1840 

184NE1 25C6 18001 

184CA 25C6 180D1 

18001 25C6 1840 

200 2507 19CG 

200 25C7 19NE2 

184NE1 25C7 19CG 

184NE1 25C7 184CD1 

184NE1 25C7 190E1 



20C 


25C7 


19CG 


20C 


25C7 


19NE2 


19GG 


25C7 


19CD 


190G 


25C7 


19ME2 


19CG 


25C7 


184CE2 


19CD 


25C7 


19NE2 


19CD 


25C7 


184CE2 


184CD1 


25C7 


190E1 


19NE2 


25C7 


190E1 


190E1 


25C7 


184CE2 


184NE1 


2508 


19NE2 


184NE1 


2508 


19CG 


184NE1 


2508 


184CE2 


19CD 


2508 


19NE2 


19CD 


2508 


19CG 


19CD 


2508 


184CD1 


19CD 


2508 


220 


19NE2 


2508 


19PE1 


19NE2 


2508 


200 


19NE2 


2508 


220 


190E1 


2508 


184CD1 


190E1 


2508 


220 


19CG 


2508 


200 


19CG 


2508 


184CE2 


200 


2508 


220 



TABLE XI 








17.92 


184CG 


25C6 


184CB 


19.89 


17.11 


184CG 


25C6 


184NE1 


27.45 


31.62 


184CG 


25C6 


180D1 


84.34 


53.51 


184CD1 


25C6 


184CB 


33i90 


27.70 


184CD1 


25C6 


184NE1 


16.02 


37.26 


184CD1 


25C6 


180D1 


76.75 


64.28 


184CB 


25C6 


184GD2 


32.92 


46.79 


184CB 


25C6 


184CA 


18.16 


76.20 


184CB 


25C6 


1840 


33.78 


26.79 


184CD2 


25G6 


184CA 


47.98 


65.87 


184NE1 


25C6 


184CA 


53 . 03 


88 .79 


184NE1 


25G6 


1840 


79.21 


58. 04 


184CA 


25G6 


1840 


28.15 


61.50 


20O 


25G7 


20C 


4.43 


62.28 


20O 


25C7 


19CD 


77.38 


74.82 


20O 


25C7 


190E1 


90.67 


59.54 


184NE1 


25C7 


19CD 


53.46 


17.49 


184NE1 


25C7 


19NE2 


66.80 


40.08 


184NE1 


25G7 


184CE2 


14.60 


65.46 


20C 


25C7 


19CD 


81.18 


79.11 


20C 


25C7 


190E1 


94.22 


19.72 


19CG 


25C7 


184CD1 


52.93 


30 . 67 


19CG 


25C7 


190E1 


29.47 


74.12 


19CD 


25C7 


184CD1 


53.97 


16.35 


19CD 


25C7 


190E1 


14.31 


67 . 37 


184CD1 


25G7 


19NE2 


69.74 


43.73 


184CD1 


25C7 


184CE2 


26.87 


26.90 


19NE2 


25G7 


184CE2 


79.58 


53 .50 


184NE1 


2508 


19GD 


69.28 


88.26 


184NE1 


2508 


190E1 


52.70 


72.15 


184NE1 


2508 


184CD1 


18.62 


15.78 


184NE1 


2508 


184CZ2 


30.82 


21.45 


19CD 


2508 


190E1 


19.40 


23.73 


19CD 


2508 


200 


83.60 


65.36 


19CD 


2508 


184CE2 


84 . 12 


53 . 07 


19CD 


2508 


184CZ2 


93.15 


35.59 


19NE2 


2508 


19CG 


38.13 


82.17 


19NE2 


2508 


184CD1 


86.56 


36.04 


190E1 


2508 


19CG 


37 . 46 


53 . 61 


190E1 


2508 


184CE2 


66.40 


70.80 


190E1 


2508 


184CZ2 


73.99 


63.71 


19CG 


2508 


184CD1 


60.70 


87.89 


19CG 


2508 


220 


54.69 


57.31 


184CD1 


2508 


184CE2 


30.67 
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XOftV~UX 




xo4GZ2 




Z5C9 


184NE1 


1 OKTITO 


*5 COO 

25C9 


190E1 




25C9 


19CG 




25C9 


220 


104MC.1 


25C9 


190E1 


1 Q/lVTCl 


2oC9 


184CZ2 


1 Q>xtt?i 
XO*LN£iX 


o coo 


184CD1 


X9CD 


25C9 


184CE2 




25C9 


19CG 




25G9 


220 


X90EX 


25C9 


184CZ2 


x90Ex 


25C9 


184CD1 


X84CE2 


25C9 


184CZ2 


xo4CEZ 


25C9 


184CD1 


xo4CZ2 


25C9 


184CD1 


•1-9CG 


25C9 


220 




25O10 


23CA 


X9NE2 


25O10 


220 


X9NE2 


.25010 


190E1 




2 501 0 


19GD 




25O10 


23N 




25O10 


22C 


1 opn 


25O10 


23N 


i Qr»Ti 
X^VJJJ 




22G 




ICrtl A 

25O10 


190E1 




25010 


190E1 


x90El 


25010 


22C 


162ND1 


25C11 


162CE1 


162ND1 


25C11 


184CE2 


162ND1 


25C11 


184CH2 


184CZ2 


25C11 


162CE1 


184CZ2 


25C11 


184CE2 


184CZ2 


25C11 


184CH2 


162GE1 


25C11 


184NE1 



162CE1 25C11 162CG 

162CE1 25C11 162CB 

184NE1 25C11 162CG 

184NE1 25C11 162CB 

184CE2 25C11 184CH2 

162CG 25CH 184CH2 

184CH2 25C11 162CB 

1380G 25C15 138CA 

138CB 25C15 138CA 



TABLE XI 








47.47 


184CE2 


2508 


184CZ2 


16.93 


78 . 75 


19NE2 


25C9 


19GD 


19.52 


33.07 


19NE2 


25C9 


184CE2 


94.10 


30.70 


19NE2 


25C9 


184CD1 


73.44 


33 .46 


184NE1 


25C9 


19CD 


59.66 


47.23 


184NE1 


25C9 


184CE2 


16.38 


33 . 08 


184NE1 


25C9 


19CG 


58.24 


12.56 


19CD 


25C9 


190E1 


17.75 


75.46 


19 CD 


25C9 


184GZ2 


89.07 


17 . 50 


19CD 


25C9 


184CD1 


53,92 


48.71 


190E1 


25C9 


184CE2 


61.55 


73. 08 


190E1 


25C9 


19CG 


30.61 


45.28 


190E1 


25C9 


220 


65.42 


17.56 


184CE2 


25C9 


19CG 


74 .59 


26.94 


184CZ2 


25C9 


19CG 


90.93 


44.43 


19CG 


25C9 


184CD1 


48.87 


48.21 


184CD1 


25C9 


220 


97.02 


53 . 09 


19NE2 


25010 


19CD 


16.71 


36.83 


19NE2 


25010 


23N 


57; 66 


28.25 


19NE2 


25O10 


22C 


50 . 13 


69 . 80 


23CA 


25010 


220 


36.05 


17.68 


23CA 


25O10 


190E1 


79.02 


29.83 


19CD 


25O10 


220 


49.55 


73 . 42 


19CD 


25010 


190E1 


15.11 


63 . 87 


220 


25010 


23N 


27.96 


63 . 96 


220 


25010 


22G 


14.56 


85.79 


23N 


25O10 


22C 


15.87 


77 . 94 


162ND1 


25C11 


184CZ2 


63.39 


16.78 


162ND1 


25C11 


184NE1 


61.01 


62.72 


162ND1 


25C11 


162CG 


15.67 


68.93 


162ND1 


25C11 


162CB 


30.11 


53.21 


184CZ2 


25C11 


184NE1 


33.69 


16.65 


184CZ2 


25C11 


162GG 


59.25 


12.22 


184CZ2 


25C11 


162CB 


70.77 


44,59 


162CE1 


25C11 184CE2 


48.65 


27.93 


162CE1 


25C11 


184CH2 


61.58 


44.93 


184NE1 


25C11 


184CE2 


17.24 


67 .01 


184NE1 


25C11 


184CH2 


45.73 


83.92 


184CE2 


2 5C11 


162CG 


63 . 63 


28.52 


184CE2 


25C11 


162CB 


78.45 


61,52 


162CG 


25C11 


162CB 


17.47 


69.67 


1380G 


25C15 


138CB 


12.25 


28.90 


1380G 


25C15 


1610D1 


38.49 


18.42 


138CB 


25C15 


1610D1 


45.39 
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138CA 


25C15 


1610D1 


162ND1 


25C16 


162CG 


162ND1 


25C16 


162 GB 


162ND1 


25C16 


162CA 


162ND1 


25C16 


184CZ2 


162ND1 


25C16 162N 


1610 


25C16 


162CG 


1610 


25C16 


162GB 


1610 


25C16 


162CA 


1610 


2SC16 


25GB 


162CG 


2 SCI 6 


162CE1 


162CG 


25C16 


25S6 


162CG 


25C16 


161C 


162CG 


25C16 


25CB 


162CG 


25C16 


190E1 


162CE1 


25C16 


25S6 


162CE1 


25C16 


161C 


162CE1 


25C16 


25CB 


162CE1 


25C16 


19QE1 


162CB 


25C16 


162CA 


162CB 


25C16 


184CZ2 


162GB 


25C16 162N 


25SG 


25C16 


162CA 


25SG 


25C16 


25CB 


25SG 


25C16 


19QE1 


162CA 


25C16 184CZ2 


162GA 


25C16 


162N 


161C 


25C16 


25CB 


184CZ2 


25C16 


25CB 


25GB 


25C16 


162N 


162ND1 


25017 


162GB 


162ND1 


25017 


162CA 


162MD1 


25017 


162GE1 


162ND1 


25017 


162GD2 


162ND1 


25017 


162NE2 


162ND1 


25017 


163N 


162CB 


25017 


1610 


162CB 


25017 


162CA 


162CB 


25017 


162N 


162CB 


25017 


25SG 


162CB 


25017 


162CD2 


162CB 


25017 


162NE2 


162CB 


25017 


163N 


162CB 


25017 


161CA 



TABLE XI 



48.24 


162ND1 


25C16 


1610 


83.50 


18. 14 


162HD1 


25C16 


162CE1 


16.51 


37.71 


162ND1 


25016 


25SG 


53 .12 


45.79 


162ND1 


25C16 


161C 


76.59 


58 . 80 


162ND1 


25C16 


25GB 


44.47 


61.56 


162ND1 


2SC16 


190E1 


54.44 


73 . 87 


1610 


25C16 


162GE1 


99.61 


55 .47 


1610 


25C16 


25SG 


68.22 


38. 54 


1610 


25C16 161C 


12.03 


87 . 95 


1610 


25C16 


162N 


25.97 


32 .06 


162CG 


25C16 


162GB 


21.17 


64 . 52 


162CG 


25C16 


162GA 


35.58 


64.63 


1 62CG 


25G16 


184CZ2 


58.11 


60.75 


162CG 


25C16 


162N 


48.98 


71 .80 


162GE1 


25C16 


162CB 


53.00 


57". 54 


162CE1 


25C16 


162CA 


62.27 


93 .08 


162CE1 


25C16 


184CZ2 


50 .19 


42.26 


162CE1 


25C16 


162N 


78.06 


40 . 00 


162CB 


25C16 


25SG 


70.05 


20 .87 


162CB 


25G16 


161C 


44 . 96 


71.73 


162CB 


25C16 


25CB 


73.86 


29.56 


162CB 


25C16 


190E1 


92. 15 


56 .57 


25SG 


25G16 


161C 


72.16 


21.35 


25SG 


25C16 


162N 


67. 66 


58.28 


162CA 


25C16 


161C 


30.81 


91 .78 


162CA 


25C16 


25CB 


67.26 


16 . 41 


162CA 


25C16 


190E1 


95 .96 


89 . 77 


161C 


25C16 


162N 


15,65 


89 . 70 


184CZ2 


25C16 


190E1 


64.53 


81.65 


25CB 


25C16 


190E1 


37.30 


53 .19 


162ND1 


25017 


162CG 


26.33 


63 . 48 


162ND1 


25017 


162N 


85.18 


12.84 


162ND1 


25017 


25SG 


56.41 


24.16 


162ND1 


25017 


162G 


54.50 


14.17 


162ND1 


25017 


184CZ2 


59 .71 


47.86 


162ND1 


25017 


25CB 


41.51 


76.56 


162CB 


25017 


162CG 


28.45 


28.85 


162GB 


25017 


161C 


60.68 


40.36 


162GB 


25017 


162CE1 


64. 12 


83.81 


162CB 


25017 


1610D1 


58.91 


36.23 


162CB 


25017 


162C 


31.62 


52.83 


162CB 


25017 


184CZ2 


81.36 


44.40 


162CB 


25017 


25CB 


83.22 


66.51 


162CB 


25017 


161CB 


74 . 63 
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TABLE XI 

1610 25017 162CA 52.04 1610 



iOlU 


2 DO 17 162N 


36.49 


1610 


; IOlU 


250X7 XolODl 


60.19 


1610 


. IOlU 


25017 163N 


63.78 


1610 


IOlU 


25017 161CA 


21.34 


1610 




25017 162CA 


48.03 


162CG 


lb2CG 


25017 162N 


66.31 


162CG 


Xb2CG 


25017 25SG 


73.55 


162CG 


XbzCG 


25017 162CD2 


9 .57 


162CG 


Xb2CG 


25017 162NE2 


24.46 


162CG 


Xb2CG 


25017 163N 


46.12 


162CG 




25017 161CA 


94.08 


162GA 


Xb2CA 


25017 162N 


22.22 


162CA 


X62CA 


25017 25SG 


66.07 


162CA 


Xb2GA 


25017 162CD2 


57 . 57 


162CA 


Xo2CA 


25017 162NE2 


70.12 


162GA 


Xo2CA 


25017 25CB 


74 .60 


162GA 


1 corn 


25017 161CB 


64 .72 


161C 


lOJLL 


25Q17 25SG 


84.94 


161C 


XbXC 


25017 162CD2 


95 .86 


161C 


1 Kir* 


25017 163N 


59 .81 


161C 


j lOlL 


25017 161CB 


28.61 


162N 


1 COM 


25017 25SG 


81.29 


162N 




25017 162CD2 


75.34 


162N 


1 COM 


25017 162NE2 


90.12 


162N 




23017 25CB 


94 . 05 


162N 


1 AOKJ 


25017 161GB 


42 . 50 


162CE1 


1 COnn 


25017 162CD2 


30.63 


162CE1 


lO^tJil 


25017 162NE2 


14. 05 


162CE1 


1 com?i 


25017 163N 


59.73 


162CE1 


^ Job 


25017 162CD2 


77.38 


25SG 


ocep 


25017 162NE2 


70.26 


2 5SG 


^ wob 


25017 25GB 


20.52 


25SG 


1 Atom 
XOXUDX 


25017 162CD2 


88.85 


1610D1 


XbXODX 


25017 163N 


90.55 


1610D1 


1610D1 


25017 161CB 


28.90 


162CD2 


162CD2 


25017 162NE2 


17.33 


162CD2 


162CD2 


25017 163N 


54.44 


162CD2 


162C 


25017 162NE2 


62.89 


162C 


162C 


25017 25CB 


63.70 


162C 


162C 


25017 161CB 


75.18 


162NE2 


162NE2 


25017 163N 


59.43 


162NE2 


184CZ2 


25017 25CB 


88.90 


163N 


163N 


25017 161CA 


70.75 


163N 
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25017 161C 18.10 
25617 25SG 77.20 



25017 


162C 


58.32 


25017 


25CB 


97i03 


25017 


161CB 


35.39 


25017 


161C 


86.77 


25017 


162CE1 


35.94 


25017 


1610D1 


84.63 


25017 


1620 


43.30 


25017 


184GZ2 


61.90 


25017 


25CB 


64.34 


25017 


161C 


40.53 


25017 


162CE1 


76.31 


25017 


1610C1 


63.93 


25017 


162C 


11.05 


25017 


163N 


26.62 


25017 


161CA 


50.08 


25017 


162N 


20.53 


25017 


1610D1 


45.99 


25017 


162C 


49.50 


25017 


161CA 


11.07 


25017 


162GE1 


97.92 


25017 


1610D1 


46.28 


25017 


162C 


32.79 


25017 


163N 


46. 59 


25017 


161GA 


28.47 


25017 


25SG 


60.41 


25017 


162C 


67.29 


25017 


184CZ2 


50.87 


25017 


25CB 


42.09 


25017 


162C 


56.56 


25017 


163N 


40 .80 


25017 


161GA 


94.97 


25017 


162C 


74.74 


25017 


161GA 


38.88 


25017 


162C 


52.76 


25017 


184CZ2 


52.52 


25017 


25CB 


65.18 


25017 


163N 


16.06 


25017 


161CA 


59.72 


25017 


184GZ2 


46.51 


25017 


25CB 


53.98 


25017 


25CB 


48.07 


25017 


161CB 


87.59 
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TABLE XI 



161CA 


25017 


161CB 


17.64 


25SG 


25N18 


162ND1 


54.05 


25SG 


25N18 


1610 


72.12 


25SG 


25N18 


25CB 


22.85 


25SG 


25N18 


19NE2 


68.04 


25SG 


25N18 


23CA 


83.69 


25SG 


25N18 


162CE1 


55.83 


25SG 


25N18 


162CA 


54.53 


25SG 


25N18 


190E1 


61.94 


25SG 


25N18 


162CG 


59.80 


25SG 


25N18 


162CB 


64.56 


162ND1 


25N18 


1610 


73.75 


162ND1 


25N18 


25GB 


47.82 


162ND1 


25N18 


19ME2 


80.11 


162ND1 


25N18 


162CE1 


14.94 


162ND1 


25N18 


162CA 


39.62 


162ND1 


25N18 


190E1 


53.76 


162ND1 


25N18 


162CG 


12.62 


162ND1 


25N18 


162CB 


29.54 


1610 


25N18 


25GB 


91.76 


1610 


25N18 162CE1 


88.51 


1610 


25N18 162GA 


34.27 


1610 


25N18 


162CG 


63.44 


1610 


25N18 


162CB 


47.06 


25CB 


25N18 


19NE2 


48.54 


25GB 


25N18 


23 GA 


78.61 


25CB 


25N18 


162GE1 


42.68 


25 GB 


25N18 


162CA 


66.30 


25CB 


25N18 


190E1 


39.11 


25CB 


25N18 162CG 


58.13 


25 GB 


25N18 


162CB 


69.62 


19NE2 


25N18 


23GA 


48 . 32 


19NE2 


25N18 


162CE1 


66.29 


19NE2 


25N18 


190E1 


27.62 


19NE2 


25N18 


162CG 


92.70 


23CA 


25N18 


190E1 


75 .78 


162CE1 


25N18 162CA 


54.27 


162CE1 


25N18 


190E1 


39.27 


162CE1 


25N18 


162CG 


26.90 


162CE1 


25N18 


162 GB 


44.19 


162CA 


25N18 


190E1 


90.56 


162GA 


25N18 


162GG 


30.46 


162CA 


25N18 


162CB 


17.73 


190E1 


25N18 


162CG 


66.12 


190E1 


25N18 


162CB 


83.30 


162CG 


25N18 


162CB 


17.35 


25SG 


25C19 


1610 


94.77 


25SG 


25C19 


162ND1 


55.31 


25SG 


25C19 


25CB 


20.96 


25SG 


25C19 


162CA 


63.69 


25SG 


25C19 


161C 


89.52 


25SG 


25C19 


23CA 


94.30 


25SG 


25G19 


230 


76.83 


25SG 


25C19 


23C 


78 .19 


25SG 


25C19 


162N 


77.13 


25SG 


25C19 


25N 


39.34 


25SG 


25C19 


19NE2 


66. 56 


25SG 


25C19 


163N 


35.68 


25SG 


25C19 


162CE1 


52.07 


25SG 


25C19 


162CB 


68.67 


1610 


25G19 


162ND1 


77.82 


1610 


25C19 


162CA 


38.27 


1610 


25C19 


161C 


6.45 


1610 


25C19 


162N 


21.62 


1610 


25C19 


163N 


59.92 


1610 


25G19 


162CE1 


90.20 


1610 


25C19 


162GB 


47.78 


162ND1 


25C19 


25CB 


49 . 17 


162ND1 


25C19 


162CA 


42.28 


162ND1 


25C19 


161C 


71.68 


162ND1 


25C19 


162N 


57.38 


162ND1 


25C19 


25N 


77.84 


162ND1 


25C19 


19NE2 


72.32 


162ND1 


25C19 


163N 


45.25 


162ND1 


25C19 


162CE1 


12.42 


162ND1 


25C19 


162GB 


30.12 


25CB 


25C19 


162CA 


73 .53 


25GB 


25G19 


23GA 


82.52 


25GB 


25G19 


230 


74.24 


25GB 


25C19 


23C 


70.22 


25CB 


25C19 


162N 


89 . 39 


25GB 


25C19 


25N 


30.03 


25CB 


25C19 


19NE2 


46.97 


25CB 


25C19 


163N 


50.32 


25CB 


25C19 


162CE1 


41.12 


25CB 


25C19 


162CB 


72.32 


162CA 


25C19 


161C 


31.82 


162CA 


25C19 


162N 


16.65 
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TABLE XI 



lo2GA 


25C19 163N 


29.20 


162CA 


25C19 


162CE1 


53 .97 




25C19 162CB 


17.00 


161C 


25C19 


162N 


15.17 


lolC 


25C19 


163N 


54.26 


ISlC 


25G19 


162CE1 


84.02 


1 6 1C 


25C19 


162CB 


41.75 


23CA 


25C19 


230 


29.88 


23CA 


25C19 


23C 


18.55 


23CA 


25C19 


25N 


55.13 


23CA 


25C19 


19NE2 


45.62 


230 


: 25C19 


23C 


14.86 


230 


25C19 


.';25K ;: :;- 


44.51 


230 


25G19 


19NE2 


58.93 


23C 


25C19 


25N 


40.60 


23G 


25G19 


19NE2 


45.52 


162N 


25C19 


163N 


41.46 


162N 


25C19 


162GE1 


69.54 


162N 


25C19 


162CB 


28.25 


25N 


25C19 


19NE2 


36.78 


25N 


25G19 163N 


74.96 


25N 


25G19 


162GE1 


67.79 


19NE2 


25C19 


163N 


96.25 


19NE2 


25C19 


162CE1 


59.92 


163N 


25G19 


162GE1 


51.59 


163N 


25C19 


162CB 


39 . 57 


162CE1 


25C19 


162CB 


42.53 


1610 


25C20 


25SG 


71.78 


1610 


25C20 161C 


1.07 


25SG 


25C20 


23GA 


80.86 


25SG 


25C20 


230 


69.40 


25SG 


25C20 


23G 


68.41 


25SG 


25C20 


161C 


71.72 


23CA 


25C20 


230 


30.94 


23CA 


25C20 


23C 


18.34 


230 


25C20 


23C 


14.77 


1610 


25C21 


161C 


6.69 


1610 


25C22 


161C 


13.34 


1610 


2SC22 


161GA 


34.90 


1610 


25G22 


161CB 


44.27 


161C 


25C22 


161CA 


21.77 


161C 


25C22 


161CB 


34.39 


161CA 


25C22 


161CB 


20.42 


184NE1 


25N24 


184CZ2 


42.68 


184NE1 


25N24 184CE2 


21.38 


184NE1 


25N24 


190E1 


49.07 


184NE1 


25N24 


162ND1 


68.83 


184NE1 


25N24 


162CE1 


51.55 


184NE1 


25N24 


19CD 


58 .30 


184NE1 


25N24 


19NE2 


75.34 


184NE1 


25N24 


184CD1 


9.07 


184NE1 


25N24 


184CH2 


51 .38 


184CZ2 


25N24 


184CE2 


21.94 


184CZ2 


25N24 


190E1 


85.09 


184CZ2 


25N24 


162ND1 


64.71 


184CZ2 


25N24 


162CE1 


57 . 67 


1 Oil MM^ 

184CZ2 


25N24 


19CD 


98.31 


184CZ2 


25N24 


184GD1 


50.33 


184CZ2 


25N24 


184CH2 


9 . 57 


184CE2 


25N24 


190E1 


68.35 


184CE2 


25N24 


162ND1 


68.77 


184CE2 


25N24 


162CE1 


55.33 


184CE2 


25N24 


19GD 


79.25 


184CE2 


25N24 


19NE2 


96.20 


184CE2 


25N24 


184CD1 


28 .46 


184CE2 


25N24 


184CH2 


30 . 12 


I90E1 


25N24 


162ND1 


58.04 


190E1 


25N24 


162CE1 


44.62 


190E1 


25N24 


19CD 


16.03 


190E1 


25N24 


19NE2 


29.68 


190E1 


25N24 


184CD1 


47.21 


190E1 


25N24 


184CH2 


94.65 


162ND1 


25N24 


162CE1 


18.14 


162ND1 


25N24 


19CD 


72.35 


162ND1 


25N24 


19NE2 


76.87 


162ND1 


25N24 


184CD1 


75.84 


162ND1 


25N24 


184CH2 


69 .90 


162CE1 


25N24 


19CD 


60.33 


162GE1 


25N24 


19NE2 


69.25 


162CE1 


25N24 


184CD1 


58.03 


162CE1 


25N24 


184CH2 


65.20 


19CD 


25N24 


19NE2 


17.04 


19CD 


25N24 


184CD1 


53.84 


19NE2 


25N24 


184CD1 


70.73 


184CD1 


25N24 


184CH2 


58.50 


25SG 


25C25 


25CB 


32.75 


25SG 


25C25 


25N 


68 . 12 


25SG 


25C25 


25CA 


46.11 
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TABLE XI 



25SG 


25C25 


19NE2 


91.26 


25SG 


25C25 


162ND1 


50.45 


25SG 


25C25 


1610 


83.98 


25SG 


25C25 


26N 


50.26 


25SG 


25C25 


25C 


39.24 


25SG 


25G25 


24C 


75.91 


25SG 


25C25 


163N 


26.06 


25SG 


25C25 


190E1 


68.77 


25SG 
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90.83 


65CA 


25028 


26CB 


76.12 


1610 


25028 161C 


10.43 
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TABLE XI 









or cin 


1610 


25028 163N 


57j 90 




2 DUZ O 


PON 


73 . 33 


230 


25028 


660 


98.34 


2 JO 


2502 S: 


26CD1 


46.36 


230 


■ 25028 


650 


; 62.14 






2 ON 


63 i 88 


230 


25028 


26CB 


73.66 




2DU2o 


23CJ3 


70.99 


66N 


25028 


666 


34,18 


.. DOM 




..2QUU1 


:>• *> ••7*7 

42 .77 


66N 


25028 


650 


16.09 


0 pN 


2dU2o 


2pN 


80 .812 


66N 


25028 


26CB 


: : 55-.-;0&: 


CCA 
: POU 


*>CA*)0 

2du2o 


: 2oCDl 


53.93 


660 


251028 


: ^65o; ■ ■ 


50 . 27 


opv 


25028 


26N 


71 .20 


660 


: ; f;25t)|8 ; : 


26GB 


41.80 




2502B 




96 .32 


26GD1 


^;25Cf28' 


650 . 


' ^:.4<4vl6r 


2oCDl 


25026 




42 .70 


26Gt)l 


:;-'2:|G|8- i: : 


;;^6ob' : .; 


31.40 


26CD1 


25028 


25CB 


78.43 


: :65iG.i' ; ; 


25028 


V :; '26!Jr? 


86.36 


o5C 


25028 


2$GB 


65.21 


26N 


25028 


26GB :■ 


29.67 


26N 


25028 


25<:b 


40.69 


26N 


25028 163N 


^5.13 


26CB 


25028 




69.78 


26CB 


25028 


163N 


79.13 


lolC 


25028 




86.86 


16 1G 


25028 


163N v- 




Cora 

25CB 


25028 10N 


47.47 


6i60 


25C29 


66N 


48, 91 


ooO 


25C29 


65CA 


91. 41 


6^6 


25C29 


65C : ' 


68 29 


ooO 


25029 


660 


13 .27 


660 


2502? 


26CD1 


y67,50 


oou . 


25C29 


66GA 


34.11 


660 


25029 


26GB 


50; 71 


OOU 


25C29 


26CG 


54.55 


660 


25C29 


65N 


99.08 


poO 


25C29 


650 


66.95 


660 


2 502 9 


26N 


80.09 


OOM 


25C29 


65CA 


42.87 


66N 


25C29 


650 


19.38 


A AM 


25(229 


660 


36.24 


66N 


25C2? 


26CD1 


51.44 


oow 


25C29 


66CA 


15.57 


66N 


2 502 9 


26GB 


68,44 


DOIM 


25029 




54.31 


66N 


25029 


230 


78.55 


Own 


25C29 


65N 


50 . 66 


66N 


25029 


650 


18,11 


rex! 

DOIM 


25C29 


26N 


91 . 42 


65CA 


2 502 9 


65C 


23 .73 


ODjuA 


25C29 




79 . 07 


65CA "' 


25C29 


260D1 


55.65 




2502 9 


66CA 


58 .35 


65CA 


25029 


26GB; 


89.86 




25C29 


26CG 


70.46 


65CA 


2 502 9 


;;230. : . 


' 47.25 


ODUA ; 


25C29 


65N 


7.81 


65CA 


25C29 


:i650; : :-y 


25v7& 


OPCA - 


25C29 


■;26tf 


94 . 75 


65C 


25C29 


,66Ci'' : vv; 


55>59i 




25C29 


26CD1 


52 .52 


650 


25C29 


660a 


34.70 


ftp 

ooC 


25C29 


26CB 


79.47 


650 


2 502 9 


26CG 


61.82 




25C29 


230 


cc « r\ 

65.09 


650 


25C29 


65N 


31.53 


65C 


25C29 


650 


2 .78 


65C 


2 502 9 


26N 


95.49 


66C 


25G29 


26CD1 


64,26 


660 


25029 


660A 


21.04 


66C 


25C29 


26GB 


56.28 


660 


25C29 


26CG 


54,75 


66C 


25C29 


65N 


86.84 


660 


25029 


650 


54 .09 


66C 


25029 


26N 


86.08 


26CD1 


2 502 9 


66CA 


57.66 


2 6CD1 


2 502 9 


26 GB 


35.62 


26GD1 


2 5029 


25SG 


81.23 


26CD1 


25C29 


26CG 


17.23 


26CD1 


25C29 


230 


45.73 


26CD1 


25C29 


65N 


58.39 


26CD1 


25029 


650 


54.62 



S'oH 
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26CD1 

66CA 

66CA 

66CA 

26CB 

:26GB' 

: 26CB 

: 25SG 
25SG . 
26CG 
26CG 
230 
65N 
; :'-V650: ; ' 
660 
660 

: 66N 
66N 
66C 
66C 
65CA 
660 
660 

1610 
66C 

161C 
66N 



25C29 

25C29 

25C29 

25G29 

2SC29 

25C29 

25C29 

2SC29 

25C29 

25C29 

25C29 

25C29 

25G29 

25C29 

25C30 

25C30 

25C30 

25C30 

25C30 

25C30 

25C30 

25C31 

25C31 

25C31 

25C31 

25C31 

25C31 



TABLE XI 



26N 
26CG 
65N 
26N 
26CG 
65N 
26N 
230 
26N 
65N 
26N 
650 
650 
26N 
66C 
66CA 
66C 
66CA 
65CA 
65C 
65C 
66C 
163CB 
163CB 

66N 
163CB 
163 GB 



42.97 
54.97 
66.15 
91.66 
19 .41 
93,60 
29.84 
65.42 
44.40 
74.27 
37.32 
67 . 82 
33.46 
97.54 
13.69 
31.15 
35.28 
17.60 
68.55 
50.23 
19.75 
9; 16 
81.88 
81.82 
28.88 
80.88 
97.56 



66CA 
66GA 
66CA 
26CB 
26 GB 
26GB 

: 25SG 
25SG 
26CG 
26CG 
230 

A 230 
65N 
660 
660 
660 
66N 
66N 
66C 
65CA 
66CA 
660 

1610 

1610 
66C 

161C 



25C29 

25C29 

25G29 

25C29 

25C29 

25C29 

25C29 

25G29 

25C29 

25C29 

25C29 

25C29 

25C29 

25C30 

25C30 

25C30 

25C30 

25G30 

25C30 

25C30 

25G30 

25(331 

25C31 

25C3 1 

25C31 

25C31 



26GB 

230 

650 

25SG 

23b " 

650 

26Gg; 

1610 

f:iipc ■ 

65N 
26N 
26N 
66N 
65CA 

;:65C ^ : 

*'* j 65GA ; : 
65C ' 
66CA 
66CA 
65C :': 
66N 

161C 

1600 

i63CB 

1600 



64.36 

92.04 

33. 08 

73.09 

74.83 

80.55 

81.03 

57.72 

61.35 

63.28 

42.49 

59.60 

94 .60 

43.16 

74.47 

58.33 

33.44 

15.22 

19.80 

50.69 

31.38 

30.51 

15V04 

59-31 

90.84 
48.22 
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• TABLE Xn 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within .5 Angstroms £f $he inhibitor bis-ici|- 
leuciny 1 ) - 1 , 3 -diamino--propan-2 - one 



Atom 1 


Atom : 


2 Atom 3 


Angle 


Atom 1 


nLOIu . . 


4 a com 3 


Angle 


184CB 


25C1 


184CG 


21.22 


•'/'•>i84GBi' 


... fwvX 


XoyDl 


72.94 


184CB 


25C1 


184CD1 


35 ,5(3 


•184CR 




X84CA 


19.59 


184CB 


25C1 


184CD2 


33 . 67 






• TO Ay\ 

Xo40 


34.28 


184CB 


25C1 


184C 


30.67 




■ : ^ic/r"i' : -- 
■£D\~X 


loOOl 


81. 92 


184CG 


25C1 


184CD1 


18 31 






184<jA 


34.17 


184GG 


25C1 


184CD2 


16; 99 


■■ is inn 


; v ; ;*yv* : . 


Xo4U 


55 .47 


184CG 


25C1 


184C 


50; 07 


.... XOV-/JJX 




184CD1 


74.79 


180D1 


25C1 


184CA 


53-36 


i flinni 


; Zpti 


X84CD2 


98. 79 


180D1 


25C1 


1840 


61.42 






Xo4C 


50.27 


184CD1 


25C1 


184CA 


39; 83 


io*wi - 




X84CD2 


28.30 


184CD1 


25C1 


1840 


67.35 


184CDX 




X0.4Vi- 


57 . 99 


184CA 


25C1 


184CD2 


50.19 


184GA 






29 .82 


184CA 


25C1 


184C 


18 22 


184GD2 






oo . 46 


184CD2 


25C1 


184C 


64.29 


1846 


.; «yb X x . 


X04t- 


1 A CO 

14 . 58 


180D1 


25C2 


184CD1 


93 .56 


isobl 




1 flflpn 


85.20 


180D1 


25C2 


184CA 


63 .93 


180D1 




: X0 4UVJ 


97 . 27 


180D1 


25C2 


18CG 


7 .95 


lywUX. 




on a 


82 . 27 


180D1 


25C2 


20N 


45. 49 


I8bfai 




1 OAP 
X04L. 


DO . 77 


180D1 


25C2 


18ND2 


22 . 89 


i8om 


^ jL^ 




55 .50 


180D1 


25C2 


1840 


66.85 








*7 *> -QA 


180D1 


25C2 


19CG 


66 .66 






. X O 4i»0 


36. 96 


184CD1 


25C2 


184CA 


43.35 


184CD1 


25C2 


184GG 


19 17 


184CD1 


25C2 


200 


93.58 


184CD1 


25C2 


20N 


91.27 


184CD1 


25C2 


184C 


62.15 


184CD1 


25C2 


184NE1 


14.42 


184CD1 


25C2 


1840 


68.85 


184CD1 


25C2 


19CG 


47.81 


184CB 


25C2 


184GA 


21.51 


184CB 


25C2 


184CG 


20 .93 


184CB 


25C2 


18CG 


90,69 


184CB 


25C2 


184C 


32 . 58 


184CB 


25C2 


184NE1 


48.17 


184 GB 


25C2 


184Q 


33.58 


184CB 


25C2 


19CG 


75.81 


184GA 


25C2 


184GG 


35.93 


1 84CA 


25C2 


18CG 


69.84 


184GA 


25G2 


20N 


91.24 


184CA 


25C2 


184C 


19.09 


184CA 


25C2 


1 8ND2 


85.37 


184CA 


25C2 


184NE1 


57.50 


184CA 


25G2 


1840 


29.61 


184CA 


25C2 


19CG 


65. 69 


184CG 


25C2 


184C 


51 . 91 


184CG 


25C2 


184NE1 


27.66 


184CG 


25C2 


1840 


54 . 51 


184CG 


25C2 


19CG 


65.63 


18GG 


25C2 


200 


83.37 


18CG 


25C2 


2 ON 


47.67 


18CG 


25C2 


184C 


60.57 
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18CG 25C2 18ND2 
18CG 25C2 1840 
18CG 25C2 19CG 
200 25C2 18ND2 
200 25C2 184NE1 
200 25C2 19CG 
2 ON 25C2 18ND2 
2 ON 25C2 184NE1 
20N 25C2 19CG 

184C 25C2 184NE1 
184C 25C2 19CG 

f 18ND2 25C2 1840 
18ND2 25C2 19CG 
20GA 25C2 19CG 
184NE1 25C2 20C 
1840 25C2 19CG 
200 25C3 180D1 
200 25C3 2 ON 
200 25C3 19CG 
200 25C3 19C 
180D1 25C3 20C 

180D1 25C3 184CD1 

180D1 25C3 19CG 

180D1 25C3 18CG 

180D1 25C3 184CA 

180D1 25C3 19CD 

20C 25C3 2 OCA 

20C 25C3 18CG 

20C 25C3 19CD 

2 ON 25C3 19CG 

2 ON 25C3 184CA 

2 ON 25C3 19CD 

184CD1 25C3 184CG 

184CD1 25C3 18CG 

184CD1 25C3 184CA 

184CD1 25C3 19CD 

20CA 25C3 18CG 

2 OCA 25C3 19CD 

19CG 25C3 184NE1 

19CG 25C3 184CB 

19CG 25C3 19C 

184CG 25C3 184NE1 

184CG 25C3 184CB 

184CG 25C3 19CD 



TABLE XH 



15.73 


18CG 


25C2 


2 OCA 


54.96 


69.03 


18CG 


25C2 


20C 


72.82 


73.59 


200 


25C2 


20N 


37.03 


77 .52 


2 00 


25C2 


20CA 


29.71 


87 .40 


206 


25C2 


20C 


13.14 


52.69 


20N 


25C2 


184C 


94.70 


46.43 


20N 


25C2 


20CA 


17.58 


94 . 15 


20N 


25C2 


20C 


29.99 


44.09 


184C - 


25C2 


18ND2 


74.66 


76.04 


184C! 


25C2 


1840 


14.64 


80.33 


18ND2 


25C2 


20CA 


47 . 82 


81.12 




25C2 


20C 


65.32 


81.86 


20CA 


25C2 


20C 


17.90 


: . ; s:^i : 3p|' 


184NE1 


25C2 


1840 


81.39 


98.78 


184NE1 


25C2 


19CG 


50.29 


94.21 


20C 


25C2 


19CG 


58.17 


94.92 


200 


25C3 


20C 


14.93 


45.22 


200 


25C3 


2 OCA 


34 .91 


•■:6J7^3 : l{ 


200 


25C3 


18CG 


90.10 


44.11 


200 


25C3 


19CD 


68.85 


83>09 


180D1 


2SC3 


2 ON 


50.73 


86.70 


180D1 


25C3 


2 OCA 


61.59 


73.40 


180D1 


25C3 


184CG 


83.83 


7.01 


180D1 


25C3 


184CB 


69.00 


52.51 


180D1 


25C3 


19C 


56.82 


89.80 


20C 


25C3 


2 ON 


36.79 


21.55 


20C 


25C3 


19CG 


72.42 


77 . 56 


20C 


25C3 


19C 


39.99 


77.92 


20N 


25C3 


2 OCA 


20. 57 


52.06 


2 ON 


25C3 


18CG 


47.19 


88 . 94 


20N 


25C3 


19C 


12.18 


65.92 


184CD1 


25C3 


19CG 


54.41 


17.14 


184CD1 


25C3 


184NE1 


17.22 


93.47 


184CD1 


25C3 


184CB 


32 . 16 


38.24 


184CD1 


25C3 


19C 


92.25 


49.63 


20CA 


25C3 


19CG 


69.55 


56.01 


2 OCA 


25C3 


19C 


29.66 


80.70 


19CG 


25C3 


184CG 


69.80 


57.02 


19CG 


25C3 


18CG 


76.04 


76.30 


19CG 


25C3 


184CA 


66.22 


40.46 


19CG 


25C3 


19CD 


16.92 


28.96 


184CG 


25C3 


18CG 


90.83 


18.06 


184CG 


25C3 


184CA 


31.35 


66.65 


184NE1 


25C3 


184CB 


46.68 
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184NE1 25C3 184CA 

184NE1 25C3 19CD 

iiitjEG 25C3 184CA 

18CG 25C3 19CD 

484CB 25C3 19CD 

184CA 25C3 19CD 

; 200 25C4 20C 

•200 25C4 180D1 

184CD1 25C4 184NE1 

184CD1 25C4 • 19CG 

184CD1 25C4 . 180D1 

184NE1 25C4 184CG 

184NE1 25C4 184CE2 

184NE1 25C4 20N 

20C 25C4 . 180D1 

184CG 25C4 19CG 

184CG 25C4 180D1 

19CG 25C4 184CE2 



19CG ' 


25C4 


20N 


180D1 


25C4 


2 ON 


184CD1 


25C5 


20O 


184CD1 


25C5 


184CE2 


184NE1 


25C5 


20O 


184NE1 


25C5 


184CE2 




25C5 


184CG 


184CG 


25C5 


184CD2 


184CG 


25C6 


184CD1 


184CG 


25C6 


184CB 


184CG 


25C6 


184CE2 


184CD1 


25C6 


184CB 


184CD1 


25C6 


184CE2 


184CD2 


25C6 


184NE1 


184CB 


25C6 


184NE1 


184NE1 


25C6 


184CE2 


:20O 


25C7 


21CA 


20O 


25C7 


19CG 


200 


25C7 


2 IN 


20b 


25C7 


19NE2 


20C 


25C7 


19CD 


20C 


25C7 


210E1 


20C 


25C7 


190E1 


184NE1 


25C7 


19CD 


184NE1 


25C7 


184CD1 


184NE1 


25C7 


19NE2 



TABLE Xn 



CC T1 - 

JO. Ji 


184NE1 


25C3 


19C 


97.43 




18CG 


25C3 


184GB 


75.84 


: 59 . 51 


18GG 


25C3 


19C 


54.70 


SJjfi 81. 


184GB 


25C3 


184GA 


18.20 


/ / . So 


184CA 


25C3 


19C 


86.12 


tZ. to 


19C 


25C3 


19CD 


53 .79 


v?.o6 


200 


25G4 


19GG 


57.67 


09:»35 


200 


25G4 


20N 


32 .43 


lo ; 35 


184GD1 


25G4 


184GG 


15^96 


48.28 


184CD1 


25C4 


184CE2 


26.62 


68 .05 


184CD1 


25G4 


20N 


82 . 80 


27 . 99 


184NE1 


25C4 


19GG 


53.65 


15.20 


184NE1 


25C4 


180D1 


85 .79 


94.26 


20C 


25G4 


19CG 


62.70 


63 . 89 


20G 


25C4 


20N 


29 .77 


62. 53 


184CG 


25G4 


184GE2 


27.11 


67 . 71 


184CG 


25C4 


20N 


91.33 


68 .70 


19CG 


25G4 


180D1 


57.18 


A or* 

42 . 85 


184CE2 


25G4 


180D1 


93.39 


37; 93 


184CD1 


25C5 


184NE1 


17 .38 


82 .23 


184CD1 


25C5 


184CG 


16.75 


27 . 59 


184CD1 


25G5 


184CD2 


27.17 


80 .19 


184NE1 


25G5 


184CG 


27.91 


16. 68 


184NE1 


25C5 


184CD2 


27.27 


oc 0 
9o .36 


184CG 


25C5 


184CE2 


27. 86 


16.99 


184CE2 


25C5 


184CD2 


16.85 


17.30 


184CG 


25G6 


184GD2 


18.02 


18.64 


184CG 


25C6 


184NE1 


27.34 


27 . 75 


184CD1 


25C6 


184CD2 


28.13 


32 .10 


184CD1 


25C6 


184NE1 


16.25 


26. 86 


184CD2 


25C6 


184GB 


32.59 


27.14 


184CD2 


25C6 


184CE2 


16.75 


45.42 


184CB 


25G6 


184CE2 


45.85 


16.05 


200 


25C7 


20C 


5.96 


34.09 


200 


25C7 


19CD 


73.49 


60.92 


200 


25C7 


210E1 


66.16 


17.58 


200 


25C7 


190E1 


87.57 


69.26 


20C 


25C7 


21CA 


31.76 


79.31 


20C 


25C7 


19CG 


66. 28 


60.89 


20C 


25C7 


21N 


14,18 


93.30 


20C 


25C7 


19NE2 


75.21 


47.01 


184NE1 


25C7 


19CG 


52.85 


16.44 


184NE1 


25C7 


190E1 


33.68 


59.90 


21CA 


25G7 


19CD 


96.04 
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2 1CA 


25C7 


19CG 


21CA 


25G7 


2 IN 


19GD 


25G7 


19CG 


. 19CD 


25C7 


184CD1 


19 CD 


iSG7 


19NE2 


19CG 


25G7 


184CD1 


19CG 


25C7 


19NE2 


_. : : ; i21N:. i r 


25G7 


19NE2 


1840D1 


2SC7 


19NE2 




2508 


: 19CD 




250^ 


19CG 


200 


2508 


220 


19CD 


2508 


190E1 


I9CD 


2508 


19CG 


19CD 


2508 


184CD1 


19CD 


2508 


220 


1^<-D 


2508 


19CB 


190E1 


2508 


19CG 


190E1 


2508 


184CD1 


i9GCl 


2508 


184CE2 


19NE2 


2508 


19CG 


19NE2 


2508 


184CD1 


19NE2 


2508 


220 


19NE2 


2SQ8 


19CB 


19CG 


2 508 


184GD1 


19GG 


2508 


220 


19CG 


2508 


19GB 


184NE1 


2508 


184GE2 


1840D1 


2508 


184CE2 


20C 


2508 


220 


220 


2508 


19GB 


190E1 


25G9 


19NE2 


|90E1 


25C9 


184NE1 


190E1 


2SC9 


19CG 


190E1 


25C9 


184CE2 


19NE2 


25C9 


19CD 


19NE2 


25C9 


200 


19NE2 


25C9 


220 


19NE2 


25G9 


184CD1 


19CD 


25G9 


200 


19 CD 


25C9 


220 


19GD 


25C9 


184CD1 


184NE1 


25C9 


19CG 


I84KE1 


25C9 


184CD1 



TABLE Xn 



89 .60 


21CA 


25G7 


210E1 


41.39 


17 •76 


21CA 


25G7 


19NE2 


85.25 


18*31 


i9CD 


25G7 


21N 


88.09 


47 .08 


19CD 


25C7 


190E1 


14.53 


15.43 


19GG 


25G7 


21N 


77.54 


46.14 


19CG 


25C7 


190E1 


28.58 


28.52 


210E1 


25C7 


21N 


49 .85 


80.92 


184CD1 


25C7 


190E1 


37.45 


62 . 12 


190E1 


25C7 


19NE2 


26.24 


90.86 


200 


2508 


19NE2 


87 .53 


72.09 


200 


2508 


20G 


2.00 


62.72 


200 


2508 


19GB 


63.81 


19.87 


19CD 


2508 


19NE2 


21.15 


23 . 15 


19CD 


2508 


184NE1 


60.87 


58.07 


19CD 


2508 


20C 


89.41 


57 . 75 


19CD 


2508 


184CE2 


73.67 


27.32 


190E1 


2508 


19NE2 


35.82 


37 . 30 


190E1 


2508 


184NE1 


43.39 


45.88 


190E1 


2508 


220 


74.89 


55.38 


190E1 


2508 


19CB 


45.39 


37.34 


19NE2 


2508 


184NE1 


79.21 


78.91 


19NE2 


2508 


20C 


85.68 


39.13 


19NE2 


2508 


184CE2 


91.05 


33 .61 


19GG 


2508 


184NE1 


65.75 


54.97 


19CG 


2508 


20C 


71 .02 


61.28 


19CG 


2508 


184GE2 


78.82 


12.33 


184NE1 


2508 


184CD1 


18.60 


13.25 


184NE1 


2508 


19GB 


77.87 


27 . 58 


184CD1 


2508 


19iCB 


67.24 


60.75 


20G 


2508 


19CB 


62.46 


49.98 


184CE2 


2508 


19CB 


91.01 


33.38 


190E1 


25C9 


19CD 


18.07 


40.26 


190E1 


25C9 


2 do 


84.29 


30.18 


190E1 


25G9 


220 


69.67 


53.38 


190E1 


25C9 


184CD1 


39.42 


19.36 


19NE2 


25C9 


184NE1 


73.02 


69.77 


19NE2 


25C9 


19GG 


30.40 


36.73 


19NE2 


25C9 


184CE2 


86.66 


68.70 


19CD 


25C9 


184NE1 


54.70 


69.22 


19CD 


25C9 


19CG 


17.06 


53.02 


19CD 


25C9 


184CE2 


68.86 


49.36 


184NE1 


25G9 


200 


95.14 


55.54 


184NE1 


25C9 


184CE2 


14.51 


14.36 


200 


25C9 


19CG 


54.13 



Vol 
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200 
19CG 
19CG 
184CE2 
19NE2 
19NE2 
200 
K?220--' 
*9CD 
162ND1 
162ND1 
162ND1 
; 162ND1 
J.84CZ2 
: 184GZ2 
:;184G22 
184NE1 
184NE1 
184NE1 
,, 162CE1 
162CE1 
162GE1 
190E1 
190E1 
184CE2 
162CG 

19NE2 
184CZ2 
184CH2 
1430E1 
162ND1 
162ND1 
162ND1 
162ND1 
162MD1 
162ND1 
162CE1 
162CE1 
162CE1 
162CE1 
162CE1 
162CE1 
162CG 
162CG 



25C9 
25C9 
25G9 
25C9 
25O10 
25O10 
25010 
25010 
25O10 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C15 
25C15 
25C15 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25G16 
25C16 
25C16 
25C16 
25C16 
25C16 



220 
220 
184CD1 
184CD1 
220 
190E1 
19CD 
19CD 
190E1 
184NE1 
190E1 
162CG 
19CD 
162CE1 
184CE2 
19NE2 
162CE1 
184CE2 
19NE2 
190E1 
162CG 
19GD 
162CG 
19CD 
19NE2 
19NE2 
19CD 
1430E1 
1430E1 
1370 
162CG 
1610 
162CB 
162ME2 
184CZ2 
184NE1 
162CG 
1610 
162CB 
162NE2 
184CZ2 
184NE1 
25SG 
190E1 



54.06 
53.71 
45.63 
26.16 
35.56 ; 
26.78 
59.60 
48.47 
14 .34 
66.34 
57 .83 
14.11 
68,15 
56.59 
17 .54 
95.66 
49.27 
17.27 
62.26 
42 . 46 
26.53 
54.33 
68.94 
13.30 
79.38 
86.02 
15.36 
72.66 
58.91 
63 .98 
16.60 
72.64 
33.51 
20.67 
64.44 
64.44 
32.31 
91 . 93 
51.51 
11.09 
53 .67 
46.11 
59.98 
76.48 



TABLE XH 
200 

19CG 
220 
19NE2 
19NE2 
200 
200 
220 
162ND1 
162ND1 
162ND1 
162ND1 
184CZ2 
184CZ2 
184GZ2 
184CZ2 
184NE1 
184NE1 
184NE1 
162CE1 
162CE1 
190E1 
190E1 
184CE2 
184CE2 
162GG 
184CZ2 
184CZ2 
184GH2 
162ND1 
162ND1 
162ND1 
162ND1 
162ND1 
162ND1 
162HD1 
162CE1 
162CE1 
162GE1 
162CE1 
162CE1 
162GE1 
162CG 
162CG 



25G9 
25C9 
25C9 
25O10 
25010 
25010 
25O10 
25O10 
25C11 
25C11 
25C11 
25C11 
25C11 
2 5C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C11 
25G11 
25C11 
25C11 
25C11 
25C11 
25C11 
25C15 
25C15 
25C15 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 
25C16 



184CD1 
184CE2 
184CD1 
200 
1900 
220 
190Ei 
i90Ei 
184CZ2 
162CE1 
184GE2 
19NE2 
184NE1 
190E1 
162CG 
19CD 
190E1 
162CG 
19CD 
184CE2 
19NE2 
184GE2 
19NE2 
162CG 
19CD 
19CD 
184CH2 
1370 
1370 
162CE1 
25SG 
190E1 
162GA 
19NE2 
25CB 
162CD2 
25SG 
190E1 
162CA 
19NE2 
25CB 
162CD2 
1610 
162CB 



80.80 
69.95 
99.26 
62.12 

: 15.61 
52.61 
70.63 
61.86 
66.42 
17.78 
67 .52 
72.38 
34.50 
69.19 
60.04 
80.47 
37.54 
68.99 
46 . 90 
53.20 
62.11 
53.84 
26.94 
65.59 

64 .03 

80.39 

16.48 

75.04 

61.89 

19 : . 73 

47.39 

62.63 

39.24 

81.12 

44.50 

17.81 

53.22 

44.18 

58.97 

66.33 

41.27 

24.34 

66.72 

19.50 



Mo 
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162CG 






TABLE XII 








25C16 


162CA 


32*20 


162CG 


25C16 


162NE2 


27.13 


162GG 


25C16 


19NE2 


97 .24: 


162CG 


-25616 


184CZ2 


60.98 


162CG 


25C16 


25CB 


60 . 57 


162CG 


25616 


184NE1 




16iCG 


25C16 


162CD2 


12.90 


25SG 


25C16 


1610 


^ :f2;. : 69;; 


25SG 


25C16 


190E1 


65 .19 


25SG: 


25C16 


162CB 


65>02 


25SG 


25C16 


162CA 


52 . 80 


25SG 


25C16 162NE2 


62.49 


25SG 


25C16 


19NE2 


61.43 


25SG 


25C16 


25GB 


' 20:75; 


25SG 


25Ci6 


184NE1 


91.34 


25SG 


25G16 162CD2 


• V655.-19::: 


1610 


25C16 162CB 


50. 15 


1610 


25C16 162CA 


A , -:34; : .; : 64; 


1610 


25C16 


162NE2 


92.16 


1610 


25C16 25CB 


■■ //82^66.:j 


1610 


25C16 


162CD2 


79 .61 


190E1 


25C16 162CB 


95.63 


190E1 


25C16 


162CA 


99.99 


190E1 


25C16 


162NE2 


51.09 


190E1 


25C16 


19NE2 


27.38 


190E1 


25C16 184GZ2 


62.46 


190E1 


25C16 


25CB 


44 . 47 


190E1 


25C16 184NE1 


■ M:^:;tm 


190E1 


25G16 


162CD2 


67.06 


162CB 


25C16 162CA 


- ; ,i8'-.75V : 


162CB 


25C16 


162NE2 


46.53 


162CB 


25C16 


184CZ2 


73.28 


162GB 


25C16 


25GB 


72.45 


162 GB 


25C16 


184KE1 


88.17 


162CB 


25C16 


162GD2 


31.28 


162CA 


25C16 


162NE2 


57.73 


162CA 


25C16 


184CZ2 


91.31 


162CA 


25C16 


25CB 


65.83 


162CA 


25C16 


162CD2 


45.08 


162NE2 


25C16 


19NE2 


75; 48 


162NE2 


25C16 184GZ2 


45.32 


162NE2 


25C16 


25GB 


52Vl6 


162NE2 


25C16 


184NE1 


44.44 


162NE2 


25C16 


162CD2 


16>02 


19NE2 


25C16 


184CZ2 


88.09 


19KE2 


25G16 


25GB 


44.94 


19NE2 


25C16 


184NE1 


58.55 


19NE2 


25C16 


162CD2 


90 .64 


184CZ2 


2SC16 


25CB 


91.81 


184CZ2 


25016 


184NE1 


29.55 


184C22 


25C16 


162GD2 


49 .38 


25CB 


25C16 184NE1 


71.82 


25CB 


25C16 162CD2 


60 . 66 


184NE1 


25C16 


162CD2 


57.37 


4 r ~1LII . 1 

162ND1 


25017 


162CG 


25.38 


162ND1 


25017 


162CB 


48.94 


162ND1 


25017 


162CE1 


18.45 


162ND1 


25017 


1610 


93.58 


162ND1 


25017 162CA 


54.76 


162ND1 


25017 


25SG 


■;-i8^ : 39; ; ; 


162ND1 


25017 


161C 


89.31 


162ND1 


25017 


162CD2 


25,71 


162ND1 


25017 


162N 


73 .99 


162MD1 


25017 


162NE2 


11 


162ND1 


25017 


184CZ2 


69.27 


162ND1 


25017 


137CB: 


75.37 


162CG 


25017 


162CB 


26 .64 


162CG 


25017 


162CE1 


38. 4i; 


162CG 


25017 


1610 


86.53 


162CG 


25017 


162CA 


42 .50 ; 


162CG 


25017 


25SG 


67.49 


162CG 


25017 


161C 


76,51 


162CG 


25017 


162CD2 


13.63 


162CG 


25017 


162N 


58 .79 


162C6 


25017 


162NE2 


29,02 


162CG 


25017 


1610D1 


79.16 


162CG 


25017 


184CZ2 


67.73 


162CG 


25017 


137CB 


51.32 


162CB 


25017 


162CE1 


64.60 


162CB 


25017 


1610 


65.36 


162CB 


25017 


162CA 


24.38 


162GB 


25017 


25SG 


76.49 


162GB 


2501? 


161C 


52.48 


162CB 


25017 


162CD2 


38.18 


162CB 


25017 


162N 


34.58 


162CB 


25017 


162NE2 


55.49 


162CB 


25017 


1610D1 


54.52 


162CB 


25017 


184CZ2 


85.85 
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162CB 25017 137CB 
162CE1 25017 25SG 
162CE1 25017 162N 
162CE1 25017 184CZ2 

1610 25017 162CA 

1610 25017 161C 

1610 25017 1610D1 

162CA 25017 25SG 

162CA 25017 162CD2 

162CA 25017 162NE2 

162CA 25017 137CB 

25SG 25017 162GD2 

25SG 25017 162NE2 

161C 25017 162N 

161C 25017 137CB 

162CD2 25017 162NE2 

162CD2 25017 184CZ2 

162N 25017 162NE2 

162N 25017 137CB 

162NE2 25017 137GB 

184CZ2 25017 137CB 

25SG 25N18 162CE1 

25.SG 25N18 19NE2 

25SG 25N18 25CB 

25SG 25N18 162GG 

162ND1 25N18 162CE1 

162ND1 25M18 19NE2 

162ND1 2SN18 25CB 

162ND1 25N18 19GD 

162CE1 25N18 19NE2 

162CE1 25N18 25CB 

162CE1 25N18 19CD 

1610 25N18 162CG 

19NE2 25N18 25CB 

19NE2 25N18 162GG 

190E1 25N18 25GB 

190E1 25N18 162CG 

25CB 25N18 23CA 

25GB 25N18 19CD 

162CG 25N18 19CD 

25SG 25C19 162ND1 

25SG 25C19 162CA 

25SG 25C19 162CE1 

25SG 25C19 25N 



TABLE XH 

42.56 162CE1 25017 162CA 73.15 

55.22 162CE1 25017 162CD2 31.50 

92.28 162CE1 25017 162NE2 14.96 

56.06 162CE1 25017 137CB 81 OV 

44 . 07 1610 
15.96 1610 
56.32 1610 
61.24 162CA 
56.09 162CA 
69.58 162CA 

64.45 25SG 25017 161C 77.58 

73.41 25SG 25017 162N 74.60 

67.15 16 1C 25017 162CD2 89.68 

17.96 161C 25017 1610D1 42.82 

75.96 162CD2 25017 162N 71.80 

18.45 162CD2 25017 1610D1 86.33 

54.40 162CD2 25017 137CB 50.73 

87.31 162N 25017 1610D1 42.68 

63.55 162NE2 25017 184CZ2 48.21 
66,23 1610D1 25017 137CB 44.42 
61 ¥ 47 25SG 25N18 162ND1 50.41 

53.56 25SG 25N18 1610 67.92 
71.90 25SG 25N18 190E1 69.62 
22 .82 25SG 25N18 23CA 87.13 
56.99 25SG 25N18 19CD 72.29 
17.36 162ND1 25N18 1610 69.09 
84 . 51 162ND1 25N18 190E1 59.48 
49 .58 162ND1 25N18 162CG lli34 



72.69 


162CE1 


25N18 


1610 


86.28 


68.55 


162CE1 


25N18 


190E1 


42.23 


43,96 


162GE1 


25N18 


162GG 


27 .38 


55.80 


1610 


25N18 


25GB •■• 


89;.34 


61.14 


19NE2 


25N18 


190E1 


u29-.:€3' : 


50.72 


19NE2 


25N18 


23CA 


..-/55v49 


95.57 


19NE2 


25N18 


19CD 


15.35 


47.37 


190E1 


25N18 


23CA 


85.11 


69.47 


190E1 


25N18 


19CD 


14.61 


81 .33 


25 GB 


25N18 


162CG 


59.74 


49 . 52 


23CA 


25N18 


19 Gb 


70.70 


83.18 


25SG 


25C19 1610 


92.47 


54.14 


25SG 


25C19 


25CB 


20.86 


62 . 74 


25SG 


25C19 


161C 


88.58 


51 ,71 


25SG 


25C19 


23CA 


97.99 


41.07 


25SG 


25C19 


23C 


82.10 



25017 25SG 69.63 

25017 162N 31.46 

25017 137CB 91.92 

25017 161C 35.13 

25017 162N 19.37 

25017 1610D1 58.28 
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TABI&XJI 



25S6 


25C19 


230 


81.30 


;;;-";2 : 5^Gt : 


25C19 162CG 


59.31 


25SG 


25C19 


19NE2 


: 


■- ; '".: : JSSG ; 


25C19 162CB 


67.82 


25SG 


25C19 


162N 


' : .76.57? 




25C19 162ND1 


78.79 


1610 


25C19 162CA 


38.01 




25C19 161C 


: -'. 7 .i3 


1610 


25C19 


162CE1 


' 93.42 


J610 


25C19 162CG 


66.49 


: ' :; '161p'- :; : 


25C19 


162CB 


49;(J6 




25C19 162N 


21.75 


162ND1 


25C19 


25GB 


52.62 


162MD1 


25C19 162GA 


42.73 


162ND1 


25C19 


161C 


71.68 


162|CDi 


25C19 162CE1 


14.66 


162ND1 


25C19 


".'•25H':' : /:; 


' 83.32 


162ND1 


25C19 162CG 


12 .47 


162MD1 


25C19 


19NE2 


: ; 75.83 


162ND1 


25C19 162CB 


30.03 


162ND1 


25G19 


162N ;:" 


57.42 




25C19 162CA 


76.45 


25GB 


25C19 


162CE1 


44.02 


25CB 


; -25Ci9 : ;: f: '23GA ; ' ^ 


85.20 


25 GB 


25C19 


25N 


31.12 


25CB 


25C19 23C 


72.96 


25 GB 


25C19 


230 


; 77 .28 


25GB 


25C19 162CG 


62 .09 


25GB 


25C19 


19NE2 


48,58 


25GB 


25C19 162CB 


75.75 


'■■'■:25GB;:-' 


25C19 


162N 


92.17 


162CA 


25C19 161G 


31.40 


162CA 


25C19 


162CE1 


56.83 


162CA 


25C19 162CG 


31.62 


162CA 


25C19 


162CB 


17 .87 


162CA 


25C19 162N 


16.50 


i6ic 


25C19 162CE1 


86.32 


161C 


25C19 162CG 


59.37 


161C 


25C19 


162GB 


41.93 


161C 


25C19 162N 


;-;i4v94;. 


162CE1 


25C19 


25N 


72. 85 


162CE1 


25C19 162CG 


27.09 


162CE1 


25C19 


19NE2 


61.17 


162GE1 


25C19 162CB 


44.66 


162GE1 


25C19 


162N 


71.95 


23GA 


25C19 25N 


56.99 


23 CA 


25C19 


23C 


18.49 


23CA 


25C19 230 


29.45 


■ - 23CA : 


25C19 


19NE2 


51.58 


25N 


25C19 23C 


42,38 


25N 


25C19 


230 


46.35 


25N 


25C19 162CG 


93.20 


25N •• 


25C19 


19NE2 


42.58 


23C 


25C19 230 


14.74 


23C 


25C19 


19NE2 


52.68 


230 


25C19 19NE2 


66.29 


162CG 


25C19 


19NE2 


88.25 


162CG 


25C19 162CB 


17.57 


162CG 


25C19 


162K 


45.36 


162GB 


25C19 162N 


28.45 


184NE1 


25N20 


190E1 


48.31 


184NE1 


25N20 i9CD 


61.42 


184NE1 


25N20 


184CE2 


19.07 


184NE1 


25N20 19NE2 


80.38 


184NE1 


25N20 


184CZ2 


38.30 


184NE1 


25N20 162CE1 


;- ; 53 ./42. ■ 


184NE1 


251120 


184CD1 


12.98 


184NE1 


25N20 162ND1 


68.69 


184NE1 


25N20 


19CG 


57.21 


190E1 


25N20 19CD 


18.12 


190E1 


25N20 


184CE2 


65.80 


190E1 


25N20 19NE2 


33.85 


190E1 


25M20 


184CZ2 


80.73 


190E1 


25N20 162CE1 


'^5^1-' 


190E1 


25N20 


184CD1 


44.65 


190E1 


25N20 162ND1 


59;v7l 


190E1 


25N20 


19GG 


26.58 


19CD 


25N20 184CE2 


80.19 


19CD 


25N20 


19NE2 


19.18 


19CD 


25N20 184CZ2 


97.13 


19CD 


25N20 


162CE1 


62.24 


19CD 


25N20 184CD1 


54.10 


19CD 


25N20 


162ND1 


74.29 


19CD 


25N20 19CG 


14.62 


184CE2 


25N20 


19NE2 


98.89 


184CE2 


25N20 184CZ2 


20.04 


184CE2 


25N20 


162GE1 


56.95 


184CE2 


25N20 184CD1 


30.00 



9lV 
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TABLE XII 



184CE2 


25N20 162ND1 


68.56 


184CE2 


25N20 


19CG 


76.21 


19NE2 


25N20 162CE1 


69.93 


19NE2 


2SN20 


184CD1 


73.25 


19NE2 


25N20 


162ND1 


77.40 


19NE2 


25N20 


19CG 


29 .26 


184CZ2 


25N20 


162CE1 


57.21 


184Ci2 


25N20 


184CD1 


49.98 


184CZ2 


25N20 162ND1 


63.26 


184CZ2 


25N20 


19CG 


95.28 


162CE1 


2SN20 


184CD1 


61.93 


i62CEl 


25N20 162ND1 


16.79 


162CE1 


25N20 


19GG 


72 .21 


184CD1 


25N20 162ND1 


78.20 


1840D1 


25N20 


l; 19GG , 


■'. 47.15 


162KD1 


25N20 


19CG 


86.13 


-25SG' : 


23(E21 


2SCB 


■ 34.64 ' 


. 25SG ^ 


25C21 


25N 


72.39 


25SG 


: 25C21 


25GA 


49.66 


2 5 SG : 


25C21 162ND1 


48.43 


25SG 


25C21 


19NE2 


93.26 


25SG 


25G21 


26N 


53 .17 


2SSG 


25G21 


1610 


82.24 


25SG 


25C21 


250 


43.41 


25SG 


25021 


240 : ; ; 


80,54 


25SG 


25021 162CE1 


48.10 


25SG 


25C21 


190E1 :.' 


73.78 


■ 25SG 


25G21 


;24CA 


98.55 


25SG 


25C21 163N 


27.76 


25SG 


25C21 162CA 


50 .66 


25SG 


25C21 


19CD 


82.46 


!25SG 


25C21 


26CD1 


90 .92 


;'-2:5C3 ; :,' 


25C21 


25N 


45.83 


25CB 


25C21 


25CA 


23.90 


25CB 


25C21 


162ND1 


58.24 


25CB 


25C21 


19NE2 


60.12 


25CB 


25C21 


26N 


51.36 


25GB 


25C21 


24N 


83.08 


25CB 


25C21 


250 


33.89 


25 GB 


25C21 


24C 


55.62 


25CB 


2SC21 


162CE1 


46. 38 


25 GB 


25C21 


190E1 


47.87 


25CB 


25C21 


24CA 


73.29 


25CB 


25G21 


163N 


62.27 


2SCB 


25C21 162CA 


80.47 


25GB 


25021 


19GD 


51.61 


25CB 


25C21 


26CD1 


90.22 


:-25N,'. 


25C21 


25CA 


23 .31 


25N 


25C21 


230 


62.57 


25N 


25C21 


23C 


56.71 


25N 


25C21 


23CA 


72 . 88 


25N 


25021 


19NE2 


53.88 


25N 


25C21 


26N 


39.27 


25N 


25C21 


24N 


40.31 


25N 


25C21 


250 


33.06 


25N 


25C21 


240 


9 . 89 


25N . 


25C21 


162GE1 


88.84 


25N 


25C21 


190E1 


66 .88 


25N 


25021 


24CA 


27.62 


25N 


25G21 


163N 


97.26 


25N 


25C21 


19CD 


57.91 


2 5N ' ; " : 


25C21 


26CD1 


57.03 


25CA 


25C21 


230 


85.08 


25CA 


25C21 


23C 


79.97 


25GA 


25C21 


162ND1 


82.14 


25CA 


25C21 


23GA 


94.92 


25CA 


25C21 


19NE2 


59.55 


25CA 


25G21 


26N 


34,96 


25GA 


25C21 


24N 


63.21 


25CA 


25C21 


250 


19.25 


25GA 


25C21 


240 


32 . 60 


25CA 


25C21 


162CE1 


69.83 


25CA 


25C21 


190E1 


60.15 


25GA 


25C21 


24CA 


50.80 


25CA 


25C21 


163N 


75.98 


25GA 


25C21 


19CD 


57 .10 


25CA 


25021 


260D1 


68 .81 


230 


25G21 


23C 


18 . 23 


230 


25G21 


23CA 


34.62 


230 


25C21 


19NE2 


81.51 


230 


2 5021 


26N 


74.70 


230 


25C21 


24N 


31 .37 


230 


25C21 


250 


84.83 


230 


25C21 


24C 


52.77 


230 


25C21 


24CA 


35.38 


236 


25C21 


19CD 


94.62 


230 


25C21 


26CD1 


42.49 


230 


25C21 


23CA 


21.54 
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TABLE XII 








23C ; 


25C21 191IE2 


63.77 


23C 


25C21 


26N 


80.57 




25C21 24N 


17.67 


23C 


25C21 


■ 25C ■: 


85.73 


. . . 23C , 


25C21 24C 


48.08 


23C 


25C21 


190E1 


91.44 


: 23C '. 


25C21 24CA 


30.02 


23C 


25C21 


19CO 


77.14 


23C 


25G21 26GD1 


56.82 


162MD1 


25C21 


19NE2 


82 . 13 


162ND1 


25C21 .:161(j;; ; >: ; 


66.39 


162ND1 


25C21 


: 25C 


86 .84 


162ND1 


25G21 162CE1 


16.39 


162ND1 


25C21 


190E1 


54.45 


162MD1 


25C21 163N: 


49.87 


162ND1 


25C21 


162CA 


38.64 


162ND1 


25C21 19C35 


68.76 


23CA 


25C21 


19NE2 


59.28 


23GA • 


1 25G21 24N^ 


33 . 06 


23GA 


25C21 


24C 


65 .84 


23CA 


2SC21 190E1 


85.51 


23CA 


25C21 


24CA 


49.18 


23CA 


: :- : 25CS2i.; ■19GD;-'- 


72.54 


23CA 


25C21 


26CD1 


76.75 


19NE2 


25C21 26N 


91.47 


19NE2 


25C21 


24N 


51.72 


19NE2 


25C21 25G 


78. 62 


19NE2 


25C21 


24C 


57.38 


19NE2 


25G21 162GE1 


66.80 


19NE2 


25C21 


190Ei 


27.71 


19NE2 


25C21 24CA 


59.21 


19NE2 


25C21 


19CD 


13.58 


26N 


25G21 24N 


70.38 


26N 


25C21 


25C 


17 .60 


26N 


25C21 : 24C : 


40,64 


26N 


25C21 


162CE1 


94.63 


26N 




94.99 


26N 


25C21 


24CA 


53.42 


26N 


25C21 163N 


67.59 


26N 


25C21 


162CA 


96.43 


26N 


25C21 19CD 


91.55 


26N 


25C21 


26CD1 


40.50 


24N 


: '2 : SC2i: ;25C; : ';v; 


71.62 


24N 


25C21 


24C 


32.79 


24N 


25C21 190E1 


78.31 


24N 


25C21 


24CA 


16.97 


24N 


25G21 19CD 


64.11 


24N 


25C21 


26CD1 


58.21 


1610 


25G21 162CE1 


82 . 76 


1610 


25C21 


163N 


55.62 


1610 


25C21 162CA 


33 .90 


25C 


25C21 


24C 


38.87 


25C 


25C21 162CE1 


78 .56 


25C 


25C21 


190E1 


78 .01 


25C 


25C21 24CA 


55.90 


25C 


25C21 


163N 


64.97 


25C 


25C21 162CA 


92.64 


25C 


25C21 


19CD 


76.23 


25C 


25G21 26CD1 


56.82 


24C 


25C21 


162CE1 


98.56 


24C 


25G21 190E1 


74.12 


24C 


25C21 


24CA 


18.29 


24C : 


25C21 19GD .', 


63.65 


24G 


25C21 


26CD1 


49.92 


162CE1 


25C21 190E1 


39,16 


162GE1 


25C21 


163N 


58.96 


162CE1 


25G21 162CA 


54 .05 


162CE1 


25C21 


19CD 


53.25 


190E1 


25C21 24GA 


82,23 


190E1 


25C21 ; 


163N 


94.60 


190E1 


25G21 162CA 


93.01 


190E1 


25C21 


19CD 


14.34 


24CA 


25C21 19CD 


69.26 


24CA 


25C21 


26CD1 


46.30 


163N 


25C21 162CA 


28.85 


163N 


25C21 


26CD1 


94.44 


25SG 


25022 25N 


77.15 


25SG 


25022 


25CB 


38.56 


25SG 


25022 25CA 


56.15 


25SG 


25022 


24C 


89.30 


25SG 


25022 190E1 


86.57 


25SG 


25022 162ND1 


43.24 


25SG 


25022 25C 


48.29 


25SG 


25022 


26N 


51.24 


25SG 


25022 162CE1 


50.40 


25SG 


25022 


240 


83.26 


25N 


25022 25CB 


51.87 


25N 


25022 


19NE2 


73.58 



US 
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25N 25022 23C 
\;>^5Nf : 7 25022 25CA 
'.•: : c25N v ; 25022 230 
25N 25022 19CD 
25N 25022 24CA 
25N 25022 25C ' 
^5N: 25022 23N 
25N 25022 22C 
:/" ; 25CB. ; 25022 ■ 19NE2 
0i,-25Cb: , ,25022; 24C L 
25CB 25022 190E1 
: :;;-r2:5GB ; \ '■ 25022 162ND1 
; ^ ; 250B- . ■ 25022. 26N .. 
25CB 25022 240 
19NE2 25022 23CA 
19NE2 25022 24N 
19NE2 25022 19CD 
19NE2 25022 24CA 
19NE2 25022 162ND1 
19NE2 25022 23N 
V19NE2 25022 220 
23C 25022 23CA 
23C 25022 24N 
23C 25022 24C 
23C 25022 220 
23C 25022 26N 
23C 25022 22C 
23CA 25022 24N 
23CA 25022 24C 
23CA 25022 24GA 
23CA 25022 23N 
23CA 25022 240 
25GA 25022 230 
25GA 25022 19CD 
25CA 25022 24CA 
25CA 25022 162ND1 
25CA 25022 26N 
25CA 25022 240 
24N 25022 24C 
24N 25022 24CA 
24N 25022 25C 
24N 25022 23N 
24N 25022 240 
230 25022 24CA 



TABLE XII 



71. 81 


25N 


25022 


23CA 


95.33 


24 .89 


25N 


25022 


' 24N 


^:52;i;9? 


73 .3 6 


25N 


25022 


;: 24C'V ; 


; :?;i^.-57 


75,82 


25N 


25022 


190E1 


83.34 


■ip . 40 


25N 


25022 


' ; -220 : '/ ; ' 


:.:::8iyi7 


29.02 


25N 


25022 


26N 


34.61 


91.35 


25N 


25022 


162CE1 


94^53 


85.32 


25N 


25022 


■ 240 ? 


6i50 


17:11 


25CB 


25022 


25CA 


27,03 


65,38 


25CB 


25022 


19CD 


66.62 


58.82 


25 GB 


25022 


24GA ; 


87.22 


52.46 


25CB 


25022 


25C ; ; 


32.94 


48; 44 


25GB 


25022 


162CE1 


44.82 



58.22 19NE2 25022 23C 87.29 

80.68 19NE2 25022 25CA 75.11 

70,11 19NE2 25022 24C 73.32 

15-53 19KE2 25022 190E1 32.76 

76 .24 19NE2 25022 220 41.66 

90.29 19NE2 25022 25C 9i;32 

70 ,60 19NE2 25022 162CE1 74.46 



55.07 


19NE2 


25022 


240 


72 . 58 


27 .25 


23C 


25022 


25CA 


96.67 


23.18 


23C 


25022 


230 


20,52 


58.32 


23G 


25022 


24CA 


36.50 


49.90 


23C 


25022 


25C 


95.16 


86.14 


23C 


25022 


23N 


30.10 


39.20 


23C 


25022 


240 


65.47 


42.37 


23CA 


25022 


230 


41.32 


81.90 


23CA 


25022 


19CD 


95.72 


60.58 


23GA 


25022 


220 


39,10 


10.12 


23CA 


25022 


22G 


25.72 


88.84 


25CA 


25022 


24N 


77.38 


96.24 


25CA 


2S022 


24C 


38.44 


70,44 


2SCA 


25022 


190E1 


70.91 


60.28 


25CA 


25022 


220 


98.08 


79.49 


25CA 


25022 


25C 


< 16.40 


32 .82 


25CA 


25022 


162CE1 


70.84 


31.31 


24N 


25022 


230 


38.32 


39.66 


24N 


25022 


19CD 


83 . 95 


19.43 


24N 


25022 


220 


42.54 


80.28 


24N 


25Q22 


26N 


76.76 


39.05 


24N 


25022 


22C 


38.22 


46.50 


230 


25022 


24C 


61.42 


42.50 


230 


25022 


220 


70.35 



WO 97/16177 



PCT/USW17512 



TABLE XH 



230 


25022 25G 


89.16 


230 


25022 


26N 


75.88 


230 


25022 23N 


47.63 


230 


25022 


22G 


59;10 


230 


; 25Q22: 240 


68.00 


24c 


25022 


19CD 


79.18 


24C 


25Q22 190E1 


89,99 


24C 


25022 


24CA 


21.85 


24C 


2 5022 220 


71.83 


24C 


25022 


25C 


41.07 


24C 


25022 26N 


42.17 


24C 


25622 


23N 


78.42 


24C 


25022 22C 


73.88 


24C 


25022 


246 


" -7 vis. 


ISCD 


25022 190E1 


17.46 


19CD 


25022 


24CA 


86-98 


...1-9CDX; 


25022 220 


56.95 


19CD 


25022 


162ND1 


: y74.94; 


19CD 


25022 25C 


86 .74 


19CD 


25022 


23N 


85.73 


19CD 


25022 162CE1 


58.96 


19CD 


25022 


22C 


70.31 


19CD 


25022 240 


76.60 


190E1 


25022 


220 


73 . 26 


19QE1 


25022 162ND1 


57.54 


190E1 


25022 


25C 


85.88 


190E1 


25022 162CE1 


41. 81 


190E1 


25022 


22C 


86.38 


190E1 


25022 240 


85.82 


24CA 


25022 


220 


59.15 


24GA 


25022 2 5C 


61.20 


24CA 


25022 


26N 


57.49 


24CA 


215022 23N 


58.31 


24CA 


25022 


22C 


57.09 


24CA 


25022 240 


29.00 


220 


25022 


23N 


28.99 


220 


25022 22C 


13 .41 


220 


25022 


240 


76. 18 


162ND1 


25022 25C 


81.58 


162ND1 


25022 


26N 


91.32 


162ND1 


25022 162CE1 


16.64 


25C 


25022 


26N 


17.25 


2 5C 


' 25022 162CE1 


77.24 


25C 


25022 


240 


34.98 


26N 


25022 162CE1 


90.62 


26N 


25022 


240 


38.49 


23N 


25022 2 2C 


15.60 


23N 


25022 


240 


84.97 


22G 


25022 240 


79.45 


1600 


25C23 


160CB 


36:76 


670H 


25C23 67CE1 


30.78 


1600 


25C24 


160CB 


45.57 


1600 


25024 1600 


10 . 69 


1600 


25C24 


160CA 


28.84 


1600 


25C24 160N 


35.35 


160CB 


25C24 


160C 


34.90 


160GB 


25C24 209CD2 


74 . 30 


160CB 


25C24 


160GA 


18.76 


160 GB 


25C24 160N 


30. 63 


160C 


25C24 


209GD2 


96.30 


160C ; 


25C24 160CA 


18.91 


160C 


25C24 


160N 


29.27 


67CE1 


25G24 209GD2 


57.14 


67CE1 


25C24 


670H 


30.07 


209GD2 


?5C24 166ch 


90.67 


209GD2 


25C24 


670H 


85.98 


160GA 


25C24 160N 


17 .56 


1600 


25C25 


160C 


5.82 


1600 


25C25 160CB 


36.39 


160C 


25C25 


160CB 


31.49 


67CE1 


25C25 670H 


30.77 


67CE1 


25C25 


67CZ 


16.04 


670H 


25C25 67CZ 


16.48 


670H 


25C26 


67CE1 


31.37 


670H 


25C2.6 67CZ 


16.61 


67CE1 


25C26 


67CZ 


17 .15 


670H 


25C27 67C2 


14.42 


670H 


25C27 


67CE1 


29.64 


67G2 


25C27 67CE1 


16.82 


67CE1 


25C27 


1600 


94155 


670H 


25C28 67CE1 


29.88 


670H 


25C28 


67GZ 


13.63 


67CE1 


25C28 67CZ 


16.55 


2750H2 


25030 ; 


161CA 


92 .49 


1600 


25O30 161CA 


34.81 


1600 


25C31 : 


161CA 


41.59 


1600 


25C31 1610 


73.41 


1600 


25C31 161C 


57.25 
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16 OO 25C31 160C 

160O 25C31 161CB 

l6lCA 25C31 161C 

ieiCA 25C31. 161N; 

1610 25C31 2750H2 

1610 25C31 160C 

1610 25C31 161CB 
2750H2 25C31 161GB 

161C v 2SC31 161N 

160C 25C31 161N 

161N 25C31 161CB 

1600 25032 161G 

160O 25032 161N 

160O 25032 162N 

161CA 25032 1610 

161CA 25032 160C 

161CA 25032 161CB 

161CA 25032 160CA 

1610 25032 160C 

1610 25032 161CB 

1610 25032 160CA 

161C 25032 160C 

161C 25032 161CB 

161C 25032 160CA 

160C 25032 161CB 

160c 25032 160CA 

161N 25032 162N 

161CB 25032 162N 

161CB 25032 2750H2 

1610 25C33 161C 

1610 25C33 161CA 

66O 25C33 65GA 

161C 25G33 161CA 

66N 25C33 65CA 

2750H2 25C33 65CA 

660 25C34 66N 

660 25C34 66CA 

660 25C34 26CG 

66C 25C34 66N 

66C 25C34 66CA 

66C 25C34 26CG 

66N 25C34 66CA 

66N 25C34 26CG 

26GB 25C34 67N 



TABLE XH 



11.02 


1600 


25C31 161N 


26.54 


50.31 


161CA 


25C31 1610 


34.32 


20.25 


161CA 


25C31 160C 


31.:39 


15.77 


161CA 


25C31 161GB 


16.64 


83.79 


1610 


25C31 161C 


..: 16.21 


62,41 


161Q 


25C31 161N 


47.12 


38,54 


2750H2 


25C31 161C 


97^89 


91.47 


161C 


25C31 


160C 


46.24 


31.16 


161C 


25C31 161CB 


■ ■ 30.39 


15.86 


160C 


25C31 


ieicB 


.••::42:/2'3^ 


29.11 


1600 


25032 


161CA 


58 . 97 


79. 84 


160O 


25032 


160c 


17.38 


38.10 


1600 


• 25032 16iCB 


67.22 


74.42 


1600 


25032 


f|l60cA;: ; 


: ^^l3viB5- 


45. 01 


161CA 


25032 


•;16;ic^;:/ 


27,02 


43.17 


161CA 


25032 


? -i;6isr/-:; 


■ 22.39 


19.73 


161CA 


25032 


: :: ;i62iir : - ; : ; 


■ .#.1V22 


49.48 


1610 


25032 


161C 


21.40 


83 . 84 


1610 


25032 


161N 


63.21 


49.30 


1610 


25032 


■::;162N;; : ' : ;. 


29.81 


88.75 


1610 


25032 


2750H2 


81.22 


62.49 


161C 


25032 


161N 


42.18 


39 .00 


161C 


25032 162N 


12.22 


67.34 


160C 


25032 


161N 


21.25 


55 .00 


160C 


25032 


16219 


57.22 


6.68 


161N 


25032 161GB 


37.70 


39.25 


161N 


25032 


160CA 


27.25 


47.45 


161CB 


25032 


160CA 


61.67 


93 .88 


162N 


25032 


160CA 


61; 00 


15.17 


1610 


25C33 2750H2 


81.48 


29.19 


660 


25C33 


66N 


37.60 


66.72 


161C 


25C33 


2750H2 


91.71 


18 .22 


66N 


25C33 


2750H2 


84.36 


29.78 


2750H2 


25C33 


161CA 


86.95 


56.91 


660 


25C34 


66C 


9.95 


42.43 


66O 


25C34 


26CB 


47.74 


25.52 


660 


25C34 


67N 


13.89 


42.21 


660 


25C34 


163CB 


91.47 


36.15 


66C 


25C34 


26CB 


56.11 


18 .24 


66C 


25C34 


67N 


11.90 


48.09 


66N 


25C34 


26GB 


65.07 


17.98 


66N 


25C34 


67N 


47.31 


48 . 82 


26CB 


25C34 


66CA 


60.10 


60 . 76 


26CB 


25G34 


26CG 


17.03 



WO 97/16177 



PCT/US96/17512 



26GB 
66CA 
67N 
26CG 
660 
660 
209CD2 
209CD2 
134CB 
134CB 
134CB 
163GB 
163CB 
66C 
66C 
67CD1 
163N 
163N 
160O 
161C 
161C 
161C 
161C 
161C 
161C 
161C 
1610 
1610 
1610 
1610 
1610 
1610 
162N 
162N 
162N 
162N 
162N 
162N 
162N 
134CB 
134CB 
134CB 
134CB 
134GB 



25C34 
25C34 
25C34 
25C34 
25C35 
25C35 
25C35 
25C35 
25C35 
25C35 
25C35 
25C35 
25C35 
25C35 
25C35 
25C35 
25C35 
25C35 
25C35 
25C36 
25C36 
25C36 
25C36 
25C3 6 
25C36 
25C36 
25G36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
2SC36 
2SC36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 



163CB 
26CG 
26CG 
163 GB 
66C 
68SD 
134CB 
68SD 
163CB 
68SD 
1610 
163N 
26CB 
67CD1 
26GB 
26GB 
1600 
1610 
1610 
1610 
1600 
161CA 
160C 
162CA 
163CB 
160CB 
162N 
163N 
162C 
161N 
163CA 
1620 
134CB 
163N 
162C 
161N 
163CA 
1620 
134CA 
163N 
160C 
162CA 
163CB 
209CD2 



52.12 
.46.86 
56.10 
68.12 

#*;36j 
51.38 
69.83 
64 . 65 
66.71 
92.07 
30.24 
50.88 
56.50 
47.21 
97.36 
89 . 86 
'-52 : -.:4l: 
■■ : 56i;45:' 
18.57 
62.57 
21.83 
53.82 
34.07 
99.05 
80.93 
33.64 
66.90 
59.06 
53.14 
85.32 
69.06 
89.78 
52.42 
36.12 
39.78 
68.57 
39.89 
77.09 
73.72 
84 .32 
87.63 
69.69 
50.87 



TABLE XII 



66GA 
1610 

; ; ':';67N: : . 

660 
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162N 
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25N40 


66N 


> : : |75}i ; 24l 


D1 A- 

ox, 32 


A'^#*»' 

26CA 


25N40 


163CB 


' 42.44 


vt C - CI 

45.63 


26CA 


25N40 


25C 


28.66 


83 . 06 


66N 


25N40 


25C 


; - : ; :: 99: : ; : -63 '; 


C O ' -c a 

58 .57 


23C 


25N40 


25C 


69.36 


59.45 


163 CB 


25N40 


25C 


: 46:39 


17 .68 


25SG 


25C41 


25N 


62.70 


62.65 


2SSG 


25G41 


25GB 


,, 23.96 


43 . 98 


25SG 


25C41 


24N 


98.96 


76 .68 


25SG 


25C41 


25C 


48.95 


86.53 


25SG 


25G41 


24CA 


95.08 


70 .41 


25SG 


25C41 


26CA 


70.68 


69. 35 


230 


25G41 


23G 


19.72 


58.41 


230 


25C41 


26N 


90.56 


89 .48 


230 


25C41 


23CA 


34.94 


31.63 


230 


25C41 


24C 


57.25 


Oil- 

94.72 


230 


25C41 


26GB 


91.35 


73 .21 


230 


25C41 


24CA 


37.60 


57 ; 07 


230 


25C41 


26NE1 


46.32 


A A ■ fi A ■ 

94.04 


25N 


25C41 


23C 


58.58 


71.53 


25N 


25C41 


26N 


42.84 


*3 A A A 

39 . 04 


25N 


25C41 


25CA 


20.25 


71.04 


25N 


25C41 


24N 


41.24 


14 .76 


25N 


25C41 


25C 


33.26 


72.91 


25N 


25C41 


26CG 


71:59 


32. 43 


2SN 


25C41 


26NE1 


71.77 


57, 10 


23C 


25C41 


26CD1 


72.85 


90. 94 


23C 


25G41 


25CB 


91.53 


78,46 


23C 


25C41 


23CA 


20.98 


17.34 


23C 


25C41 


24G 


50.23 


89.47 


23C 


25C41 


26CG 


86.15 


32.48 


23C 


25C41 


65CA 


75.78 


61.91 


23C 


25G41 


26GA 


99.05 


51.41 


26CD1 


25G41 


25CA 


79.66 


92.59 


26CD1 


25C41 


24N 


70.00 


58.88 


26GD1 


25G41 


25C 


66.43 


34.11 


26CD1 


25C41 


26CG 


15.31 


54.83 


26CD1 


25C41 


65CA 


55.19 


12 .42 


26CD1 


2SC41 


26CA 


44.47 
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26N 
26N 
26N 
26N 
26N 
25CB 
25CB 
25CB 
25GB 
25CB 
25CA 
25CA 
25CA 
25CA 
25CA 
23CA 
23CA 
24N 
24N 
24N 
24N 
24C 
24C 
24C 
25C 
25C 
25C 
26CB 
26CB 
26CG 
26CG 
24CA 
24CA 
65CA 
2750H2 
2750H2 
2750H2 
1610 
66N 
660 
161C 



25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25041 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25G41 
25G41 
25C41 
25G41 
25C41 
25C41 
25C41 
25G41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25N42 
25N42 
25N42 
25N42 
25N42 
25N42 
25N42 



25CB 
24N 
25C 
26GG 
26NE1 
25CA 
24N 
25C 
26CG 
1610 
23CA 
24C 
26CB 
24CA 
26CA 
24C 
65GA 
24C 
26CB 
24CA 
26NE1 
25C 
26CG 
26NE1 
26CB 
24CA 
26CA 
24CA 
26NE1 
24CA 
26NE1 
65CA 
26GA 
26CA 
1610 

65CA 
161CA 
1600 
660 
65CA 
161CA 



TABLE Xn 



51.65 
75.80 
16.65 
41.38 
60.33 
22.08 
75.58 
35.13 
92.88 
93.68 
88.69 

. 32.93 
68.87 

. 52.13 
50.39 
66.67 
80.98 
33.63 
93.33 
18.67 
61.55 
39.29 
61. 65 
57 .67 
49.26 
58.24 
30.51 
74. 83 
46.51 

63 .20 : 

27.72 
87.25 
67.55 
95.86 
84.19 
62.05 
94.57 
61.38 
34.84 
63.11 
17.98 



26N 
26N 
: 26N 
26N 

25CB 
25CB 
25CB 
25CB 
25CB 

**>25CA?:. 
25GA 
25GA 
25CA 
23CA 
23GA 
23GA 
24N 
24N 
24N 
24N 
24C 
24C 
24C 
25C 
25C 
26CB 
26CB 
26CB 
26CG 
26CG 
24CA 
65CA 
26NE1 

2750H2 

2750H2 

1610 

1610 
66N 

161C 

160O 



25C41 
25C41 
25C41 
25C41 
25C41 
25G41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25G41 
25C41 
25C41 
25041 
25C41 
25G41 
25C41 
2SC41 
25G41 
25C41 
25C41 
25C41 
2SC41 
25C41 
25C41 
25C41 
25C41 
25C41 
25C41 
25N42 
25N42 
25N42 
25N42 
25N42 
25N42 
25N42 



25CA 
24C 
26CB 
24CA 
26GA 
23CA 
24C 
26CB 
24CA 
26CA 
24N 
25C 
26CG 
26NE1 
24N 
24CA 
26NE1 
25G 
26CG 
65CA 
26CA 
26CB 
24CA 
26CA 
26CG 
26NE1 
26CG 
65CA 
26GA 
65CA 
26CA 
26NE1 
26NE1 
26CA 
66N 
161C 
161C 
161CA 
65CA 
1600 
161CA 



35.77 
42.85 
33.09 
,. 58.47 
'■i4^8j6/: : 
94.98 
53.42 
82.86 
71.25 
64.25 
61.20 
20.29 
. 74.42 
83.73 
33.53 
51,61 
80.92 
72-54 
80.45 
88 v 30 
85,94 
67.28 
19.66 
54.90 
57 . 75 
73.78 
18 . 80 
78 .82 
18.80 
65 .01 
31,31 
48.94 
49.22 
55.54 
91.61 
94.32 
13.86 
29.35 
29.86 
47.97 
33.22 
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• . TABLE Xm . 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor 2, 2 ' -N.N' 
bis-benzyloxycarbonyl-L-l^ . 



Atom 1 Atom 2 Atom 3 Angle Atom 1 Atom 2 Atom 3 Angle 



184CB 


25G1 


1840 


38.19 


184CB 


25C1 


184CG 


19 52 


184 GB 


25G1 


184CD2 


33.79 


184CB 


25C1 


184GE3 




184GB 


25C1 


188CD1 


58.81 


1840 


25C1 


184CG 


56 83 

..WW.a OJ 


1846 


25C1 


184CP2 


7i.93 


1840 


25C1 


184GE3 


78.59 


1840 


2SC1 


188CD1 


69.71 


184CG 


25C1 


184CD2 


17.68 


184CG 


25C1 


184GE3 


' . 32i58 


184CG 


25C1 


188CD1 


65 . 18 


184CD2 


25C1 


184CE3 


17.04 


184CD2 


25C1 


188CD1 


58.90 


184CE3 


25C1 


188CD1 


45.42 


1840 


25C2 


184GB 


44 . 21 


1840 


2SC2 


180D1 


■ 53.44 


1840 


25C2 


184C 


13 .95 


1840 


2SC2 


184CA 


33.42 


1840 


25C2 


184GG 


63 .00 


184GB 


25C2 


18001 


67.91 


184 GB 


■ 25C2 


184c 


34.94 


184CB 


25C2 


184CA 


20.32 


184CB 


25C2 


184CG 


19 . 43 


180D1 


2SC2 


184C 


45.96 


180D1 


25C2 


184CA 


48.12 


180D1 


25C2 


184CG 


73.56 


184C 


25C2 


184CA 


20 . 19 


184C 


25C2 


184CG 


52.12 


184CA 


25C2 


184CG 


33.37 


180D1 


25C3 


184CB 


80 .07 


180D1 


25C3 


1840 


59.68 


180D1 


25C3 


184CA 


57.15 


180D1 


25C3 


184GG 


89 . 66 


180D1 


25C3 


184G 


51.33 


180D1 


25C3 


184CD1 


82.13 


180D1 


25C3 


18CG 


11.24 


18QD1 


25G3 


18ND2 


27.16 


180D1 


25C3 


200 


73.60 


184 GB 


25C3 


1840 


44.39 


184GB 


25C3 


184CA 


22.92 


184CB 


25C3 


184CG 


22.24 


184CB 


25C3 


184c 


36,34 


184 GB 


25C3 


184CD1 


37.05 


184GB 


25C3 


18CG 


84.56 


184 GB 


25C3 


18ND2 


96.50 


184CB 


25C3 


184CD2 


33.32 


1840 


25G3 


184CA 


36.38 


1840 


25C3 


184GG 


66.41 


1840 


25G3 


184C 


16.67 


1840 


25C3 


184CD1 


77.34 


1840 


25C3 


18CG 


56.51 


1840 


25C3 


18ND2 


60.61 


1840 


25C3 


184GD2 


76.89 


184CA 


25C3 


184CG 


37,43 


184CA 


25C3 


184C 


21.29 


184CA 


25C3 


184CD1 


42.36 


184GA 


25C3 


18CG 


62.14 


184CA 


25C3 


18ND2 


75 . 37 


184GA 


25C3 


184CD2 


52.39 


184CG 


25C3 


184C 


56.26 


184CG 


25C3 


184CD1 


18.80 
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184CG 
184CG 

■ 184C 

. 184C 
184CD1 
18CG 
18ND2 
184CG 
184CG 
184CG 
184CG 
184CG 
184CD1 
184CD1 
184GD1 
184CD1 
184CD1 
184CB 
184CB 
184CB 
184CB 
184ME1 
184NE1 
184NE1 
184NE1 
184CD2 

184CD2 

184CA 

184CA 

184CA 
180D1 

184CE2 

184CE2 

1840 

184CG 

184CG 

184CG 

184CG 



25C3 
2SC3 
2SC3 
• 25C3 
.. 25C3 
25C3 
25C3 
25C4 
25C4 
25C4 
25C4 
25(24 
25C4 
25C4 
25C4 
25C4 
25C4 
25C4 
25C4 
25C4 
25C4 
25C4 
25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

2SC4 

25C4 

25C5 

25C5 

25C5 

25C5 



18GG 

■ 200 >. 

184GD2 

;: : I84t#2: : : 
18ND2 

■ M2pb;:-': ; ;; 

184CB 

184CD2 
18QD1 

1840 

184C .' 

184NE1 

184CA 

184CE2 

1840 

184G 

184CD2 
180D1 

1840 

184C 

184CA 

184CE2 

1840 

184C 
184CE2 
184CE3 
180D1 
1840 
184c 
1840 
1840 
184C 
184C 
184CD2 
184CE2 
184CB 
184CZ2 



TABLE Xm 
97.29 184CG 



99.33 
51.80 
69150 
27.91 
16.43 
85.65 
23.25 
20.04 
84.23 
59.49 
50.73 
19.22 

: 43.38 
30^49 

■ 72.55 
60 . 18 
38.71 

69.40 
^:6«44?' 
29.74 
62,30 
18.20 
90.55 
78,96 
18.77 
14.78 
49.23 
30.22 
16.85 
46.75 
90. 51 
82.12 
14.33 
22 .73 
35.01 
21.39 
50.35 



^?i84G: ; , 

184C 

184CD1 

184CD1 

18CG 
184CG 
C184GG 
184CG 

i;:;i84GG : ' 

184CG • 
184GD1 
184CD1 
184GD1 
i84GDl 
i8^GI)l 
^184GB-; 
184CB ■ 
^84<3B 
184GB 
: 184NE1 ' 
184NE1 
184NE1 
184NE1 
184CD2 
184CD2 
184GD2 
184GA 
184CA 
180D1 
180D1 
184CE2 
1840 
18 4GE3 :• 
184CG 
184CG 
184CG 
184GG 



25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C4 

25C4 

25C4 

25G4 

25C4 

25C4 

25C4 

25C4 

25G4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

2SC4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C4 

25C5 

25C5 

25G5 

25C5 



184CD2 
184GD1 
18ND2 
18CG 
20O 
20O 
184CD1 
184NE1 
184CA 
184CE2 
184CE3 
184CB 
184CD2 
180D1 
200 
184CE3 
184NE1 
184CA 
184CE2 
184CE3 
184CD2 
180D1 
200 
184GE3 
184CA 
1840 
184C 
184CE2 
184CE3 

20O 
184C 
184CE3 
184CE3 
184C 
184CD1 
184NE1 
184CE3 
184C23 



15.81 
63.60 
61.00 
91.92 
80.68 
80.57 
. 22.16 
33.38 
36.56 
' . 31. 43 
31.14 
40.60 
33.07 
80.63 
96.73 
47 .65 
55.95 
20.96 
54 .07 
42.67 
31.83 
97.90 
93.72 
45.60 
55.86 
74.24 
68.30 
67.15 
62.73 
73.28 
42.18 
29.58 
73.98 
71.72 
20,69 
33.46 
38.46 
51.39 
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184CG 
164CD2 
184CD2 
184CD2 
1840*2 
184CD1 
184CD1 
184CD1 
184CE2 
184CE2 
184CE2 
184NE1 
184NE1 
184NE1 
184 GB 
184CB 
184CE3 
184CZ2 
184CZ3 
184CD2 
184CD2 
184CD2 
184CE3 
184CE3 
184CG 
184CG 
184CB 
184CB 
184CE2 
200 
200 
200 
200 
200 
184CD1 
184CD1 
184CD1 
184CD1 



25C5 
25C5 
■250- 
25C5 
25C5 
25C5 
25C5 
25C5 
25C5 
25C5 
' 25C5 
25G5 
25C5 
25C5 
25C5 
25C5 
25C5 
25G5 
25G5 
25C6 
25C6 
25C6 
25G6 
25C6 
25C6 
25C6 
25C6 
25C6 
25G6 
25C7 
25C7 
2SC7 
25C7 
25C7 
25C7 
25C7 
25C7 
25C7 



184CA 

184CE2 

184CB 

184C22 

184GA 

1841*81 

3.84CE3 

184CZ3 

184NE1 

184CE3 



TABLE Xm 
29.48 184CD2 



184CB 
184CZ2 
184CA 
184CZ2 
184CA 
184CZ3 
184GZ3 
184GA 
184CG 
184CE2 
184CD1 
184 GB 
184GZ3 
184CB 
184CZ3 
184CE2 
184CD1 
184CD1 
19CG 
20N 
19GD 
19NE2 
19C 
184NE1 
18QD1 
184CE2 
19NE2 



21.03 
39.17 
31.82 
51.36 
19.76 

• 5 3 -61 
62.53 
19.71 
34.70 
34.98 
54.14 
32.74 
56.07 
70.15 
16.19 
15.81 
29.69 
77.85 
20 r 21 
17.00 
27.90 
46.74 
16.21 
20.58 
50 . 48 
49.78 
32 .55 
27.45 
65.72 
42. 52 
74.17 
65.37 
42.11 
21.55 
84.02 
29.40 
73.46 



184CD2 
184CD2 
184CD2 
184GD1 
184GD1 
184CD1 
184CD1 
184GE2 
184CE2 
184CE2 
184NE1 
184NE1 
184CB 
184CB 
184CE3 
184GE3 
184CZ2 
184CD2 
184CD2 
184CD2 
184CE3 
184CE3 
184CE3 
184CG 
184CG 
184CB 
184CE2 
184CZ3 
20O 
20O 
200 
200 
184CD1 
184CD1 
184GD1 
184CD1 
184CD1 



25C5 
25C5 
25G5 
25C5 
25G5 
25G5 
25C5 
25C5 
25C5 
25G5 
25CS 
25C5 
25C5 
25C5 
25C5 
25C5 
25C5 
2SC5 
25C6 
25C6 
25C6 
25C6 
25C6 
25C6 
25C6 
25G6 
25C6 
25C6 
25C6 
25C7 
25G7 
25C7 
25C7 
25C7 
25C7 
25C7 
25C7 
25C7 



184CD1 
184NE1 
184CE3 
184CZ3 
184CE2 
184 GB 
184CZ2 
184CA 
184CB 
184CZ2 
184CA 
184CE3 
184CZ3 
184CE3 
184CZ3 
184CZ2 
184CA 
184CA 
184CE3 
184CB 
184CZ3 
184CG 
184CE2 
184CD1 
184CE2 
184(3)1 
184CZ3 
184CZ3 
184CD1 
20C 
180D1 
2 OCA 
190E1 
19GG 
184CG 
19CD 
184CB 
184CD2 



34.47 

33.32 

19.36 

29.20 

33.24 

37.53 

49.12 

36.61 

55.77 

16.25 

63.76 

51.39 

54.44 

47.44 

62.99 

37.12 

62.73 

79.60 

19.98 

36.83 

30 . 72 

37.11 

31.55 

47.70 

29.67 

15.71 

62.65 

34 .33 

57.71 

13.67 

88.27 

32.34 

87.32 

67.76 

19.86 

60.66 

34.91 

28.08 
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TABLE Xm 



184CD1 


25C7 


184CA 


40 17 


x04vJJX 


0C/**7 


1830 


43. 72 


184GD1 


25C7 


190E1 




1 ftAPTM 


*P-C 7 


19C 


99.25 


19CG 


25G7 


184NE1 


fiO 7Q 
07 . 7 7 


4.7CG 


25G7 


184CG 


86.16 


: 19GS 


2SCT7 


■ ' 2 0G : 


70 46 


«L-f V VI - 




2 ON 


50.72 


19GG 


25G7 




:7 c vi 
/J.yl 


J.7CG 


25C7 


19GD 


20.77 


19CG 


25C7 


9 or a 


0 / ,1/ 


I9CG 


25C7 


184CE2 


86.39 


19CG 


25C7 


ift4rs 


Oj 1 7 O 

. . 74. • J / 


;X7CG 


25G7 


19NE2 


32^57 


; -19CG 


25C7 


1 ft-dPTJO 


7 4 m 04 


19GG 


25G7 


184GA 


78.19 


19CG 


25C7 


JL O JU 


■■'^AA AO : 
.44 .Up 


19GG 


25C7 


190E1 


28^49 


:. iscG . 


25C7 


• . 19C? ; 


a ft >77 


X04NE1 


25C7 


184GG 


• 34vll. 


184NE1 




i.'.Q'pn 


DD .00 


184NE1 


25C7 


184CE2 


16.60 


184NE1 


25C7 




CO Q*7 


184NE1 


25C7 


19NE2 


62.84 


184NE1 


25G7 


1 ft*inno 


; A7iOl 


184NE1 


25G7 


184GA 


61.52 


184NE1 


25C7 


lain 


p U . 7/X 


184NE1 


25C7 


190E1 


42.84 


184GG 


25C7 




'" : Q1 Aft 

I"-:: OX . Uj 


184CG 


25G7 


19GB 


80.51 


lfi4GG 


25C7 


1 ft ApEO 


0 1 no 

J X « U7 


X84CG 


25C7 


184GB 


19>37 


184CG 


25G7 


1 QMFO 


GO: OQ . 
74 .JO 


184CG 


25C7 


184GD2 


17 .53 


184CG 


25C7 




JO . 04 


1 84CG 


25G7 


1830 


53.42 


184CG 


25G7 




O / . 4 / 


o fir* 


25C7 


2 ON 


35.03 


20G 


25C7 


i ftoni 
J. ovjux 


lb . 84: 


20c 


25C7 


19GD 


82 . 78 


20G 


25C7 




Oft 1A: 


. 2 uG 


25C7 


19NE2 


76.56 


20C 


25G7 




7 / . /O 


•:Ort^ 


25C7 


190E1 


95.52 


20C 


25G7 


top 


7ft DC 
J0.03 


O Am 

2 ON 


25C7 


180D1 


48.08 


2 ON 


25C7 




OA Oil 


20N 


25C7 


20CA 


19.43 


20N 


25C7 


1OMF0 


: / 4 . J4 


2 ON 


25C7 


184CA 


87.18 


2QN 


25C7 


i ft tn 

. XOJU 


CI Q 
0J.07 


2 ON 
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i 21GA .. 


25C14 


21CD 


^2 : i0.^' 


25C14 


23CA 




25C14 


21CB 


220 ' . 


25C14 


23CA 


220 


25C14 


21CB 


200 


25C14 


21CB 


21(3 


25C14 


21CD 




25C15 


21NE2 




25C15 


20O 


21CD 


25C15 


21CA 


21NE2 


25C15 


21CA 


21CA ■ 


25C15 


20O 


19NE2 


25G16 


162ND1 


19NE2 


25C16 


162CE1 


19>JE2 


25C16 


184GE2 


: < 19NE2 • 


25C16 


23CA 




25C16 


162ND1 


19CD 


25C16 


162CE1 


19CD 


25C16 


184C22 


19CD 


25C16 


25SG 


19CD 


25C16 


220 


162ND1 


25C16 


162CE1 


162NI>1 


25C16 184CZ2 


162MD1 


25C16 


25SG 


190E1 


25C16 


184NE1 


190E1 


25C16 


184CE2 


190E1 


25C16 


23CA 


162CE1 


25C16 


184NE1 


162CE1 


25C16 


184CE2 


184NE1 : 


25C16 


184C22 


184NE1 


25C16 


25SG 


184CZ2 


25C16 


184CE2 


25SG 


25C16 


220 



TABLE Xm 



40.83 


22CA 


25G14 


220 


34.41 


53 -.03 


22CA 


25C14 


200 


60 .12 


68.24 


22CA 


25G14 


21CD 


96.45 


34.25 


21CA 


25G14 


220 


71.57 


35.31 


21CA 


25C14 


21GB 


17 .17 


39.72 


210 


25C14 


220 


71.78 


92.77 


210 


25C14 


200 


63.21 


34.50 


210 


25C14 


21CD 


64.40 


37.01 


220 


25C14 


200 


51.83 


88.01 


23CA 


25C14 


20O 


88.32 


50.65 


200 


25C14 


21CD 


56.60 


30.13 


210E1 


25C15 


21GD 


12.20 


26.50 


210E1 


25C15 


21CA 


39.20 


65.35 


21CD 


25015 


21NE2 


16. 43 


39.53 


21GD 


25G15 


200 


59.46 


53.49 


21NE 2 : 


25C15 


20O 


65 .84 


32.72 


19NE2 


25C16 


19CD 


16.53 


88.72 


19NE2 


25G16 


190E1 


31.45 



76.13 19NE2 25C16 184NE1 68.38 
84.5? 19NE2 25C16 25SG 70.09 
54 .01 19NE2 25C16 220 29.07 



77.07 


19CD 


25C16 


190E1 


16.88 


62.31 


19CD 


25C16 


184NE1 


52.74 


85.13 


19CD 


25G16 


184CE2 


69.00 


69.54 


19CD 


25C16 


23CA 


69.33 


45.46 


162ND1 


25C16 


190E1 


60.33 


17.92 


162ND1 


25C16 


184NE1 


63.79 


60.49 


162ND1 


25C16 


184GE2 


63.53 


43.67 


190E1 


25C16 


162CE1 


45.48 


45.86 


190E1 


25C16 


184CZ2 


75.36 


61.18 


190E1 


25C16 


25SG 


59.93 


78.49 


190E1 


25C16 


220 


60.19 


47.41 


162CE1 


25C16 


184CZ2 


52.59 


50.53 


162CE1 


25C16 


25SG 


51.17 


32.85 


184NE1 


25C16 


184CE2 


16.26 


93 .75 


184NE1 


25C16 


220 


94.69 


17.00 


25SG 


25C16 


23GA 

• 


63.45 


79.20 


23CA 


25C16 


220 


32.47 
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19NE2 25017 184NE1 
19NE2 25017 190E1 
19NE2 25017 184CD1 
19NE2 25017 25S6 
184NE1 25017 162CE1 
184NE1 25017 190E1 
184NE1 25017 184CZ2 
184NE1 25017 162NE2 
184NE1 25017 184CD1 
184NE1 25017 19CG 
184NE1 25017 184CH2 
162CE1 25017 190E1 
162CE1 25017 184CZ2 
162CE1 25017 162NE2 
162CE1 25017 184CD1 
162CE1 25017 25SG 
162CE1 25017 162CD2 
162ND1 25017 190E1 
162ND1 25017 184CZ2 
162ND1 25017 162NE2 
162ND1 25017 184CD1 
162ND1 25017 25SG 
162ND1 25017 184CH2 
190E1 25017 184CZ2 
190E1 25017 162NE2 
190E1 25017 184CD1 
190E1 25017 25SG 
190E1 25017 162CD2 
19CD 25017 162NE2 
19CD 25017 25CB 
19CD 25017 19CG 
184CZ2 25017 162NE2 
184CZ2 25017 184CD1 
184CZ2 25017 184CH2 
184CE2 25017 162CG 
184CE2 25017 19CG 
184CE2 25017 184CH2 
162NE2 25017 184CD1 



TABLE Xm 

87,64 19NE2 25017 162CE1 97.12 

40.11 19NE2 ; 25017 19CD 22. 12 

77.66 19NE2 25017 25CB 62.38 

74 .14 19NE2 25017 19CG 26.63 

65.10 184NE1 25017 162ND1 86.13 

60.63 184NE1 25017 19CD 67.63 

42. 58 184NE1 25017 184CE2 20.97 



55.54 


184NE1 


25017 


162CG 


83.50 


10.23 


184NE1 


25017 


25GB 


94.14 


61.07 


184ME1 


25017 


162GD2 


67.31 


48.57 


162CE1 


25017 


162ND1 


23.08 


59.61 


162CE1 


25017 


19CD 


80 . 14 


69.34 


162CE1 


25017 


184CE2 


67.58 


14 .63 


162CE1 


25017 


162CG 


29.19 


69.18 


162CE1 


25017 


25CB 


46.12 


57.25 


162CE1 


25017 


19CG 


86.83 


22 . 83 


162CE1 


25017 


184CH2 


73.20 


77.34 


162ND1 


25017 


19CD 


96.95 


77 .78 


162ND1 


25017 


184CE2 


83.59 


30.71 


162ND1 


25017 


162CG 


13.98 


91.47 


162ND1 


25017 


25CB 


47.42 


46 . 98 


162ND1 


25017 


162CD2 


23.75 


79.38 


190E1 


25017 


19CD 


20.54 


99.66 


190E1 


25017 


184CE2 


80.49 


66.69 


190E1 


25017 


162CG 


88.06 


53 .52 


190E1 


25017 


25CB 


44.71 


67.03 


190E1 


25017 


19CG 


28.75 


81.23 


19CD 


25017 


184CE2 


88.60 


86.77 


19CD 


25017 


184CD1 


58 . 23 


57.61 


19CD 


25017 


25SG 


76.46 


12.28 


184CZ2 


25017 


184CE2 


21.82 


54.71 


184CZ2 


25017 


162GG 


66.69 


52.41 


184CZ2 


25017 


162CD2 


54.17 


6.39 


184CE2 


25017 


162NE2 


54.32 


76.31 


184CE2 


25017 


184CD1 


30.61 


81.59 


184CE2 


25017 


162CD2 


60.79 


27.64 


162NE2 


25017 


162CG 


29.72 


61.67 


162NE2 


25017 


25CB 


60.57 
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162NE2 
162ME2 
162GG 
162CG 
: ; 16 2 CG 
184CD1 
X84CD1 
25 GB 
25SG 
162CD2 
19NE2 
19NE2 
19NE2 
19NE2 
25SG 
25SG 
25SG 
25SG 
162MD1 
162ND1 
1610 
1610 
23CA 
23CA 
162CE1 
162CE1 
19GD 
25SG 
25SG 
25SG 
25SG 
25SG 
25SG 
25SG 
162ND1 
162ND1 
162ND1 
162ND1 



25017 
25017 
25017 
25017 
25017 
25017 
25017 
25017 
25017 
25017 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N18 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 



25SG 
162CD2 
184CD1 
■ 25SG 
184CH2 

19GG 
184CH2 
19CG 
19CG 
184CH2 
162ND1 
2240H2 
19CD 
190E1 
1610 
2240H2 
19CD 
190E1 
162CE1 

25CB 
2240H2 
25CB 
19CD 
190E1 
19CD 
190E1 
190E1 
162ND1 

25CB 
162GA 
19NE2 
161C 
162N 
2240H2 

25CB 
162CA 
19NE2 
161C 



TABLE Xm 
71.37 162NE2 



15.82 
90 ,78 
59.43 
67.39 
• 51.04 
58.22 
69.56 
88.74 
56.25 
81.92 
93.53 
12.59 
26.71 
67.41 
87.02 
69.72 
60.33 
16.19 
43.26 
98.16 
84.03 
68 . 30 
77 .72 
54.91 
40. 66 
14.63 
68.67 
26.20 
69.30 
81.47 
91.20 
79.54 
96.97 
55.97 
46.46 
86.65 
76.02 



162NE2 
162CG 
162CG 
184CD1 
184CD1 
25CB. 
25CB 
25SG 
19NE2 
19NE2 
19NE2 
19NE2 
25SG 
25SG 
25SG 
25SG 
162ND1 
162ND1 
162ND1 
1610 
23CA 
23CA 
2240H2 
162CE1 
19CD ; 
25CB 
25SG 
25SG 
25SG 
25SG 
25SG 
25SG 
162ND1 
162KD1 
162ND1 
162ND1 
162ND1 



25017 19GG 
. 25017 184CH2 
; : 25Q17 25CB 
25017 162CD2 
25017 25CB 

; ;; : 2l5^i7;^6^62^ 

25017 25SG 
25017 162002 
25017 162002 
25Ni8 25SG 
25N18 23CA 
25N18 162CE1 
25N18 25GB 
25N18 162ND1 
25M18 23CA 
25N18 162CE1 
25N18 25CB 
25N18 1610 
25N18 19CD 
25N18 190E1 
25N18 162CE1 
25N18 2240H2 
25N18 25GB 
25N18 25CB 
25N18 25GB 
25N18 25CB 
25N18 190E1 
25N1? 1610 
25N19 162CE1 ; 
25N19 162CG 
25N19 162CB 
25N19 23GA 
25N19 190E1 
25N19 1610 
25N19 162CE1 
25N19 162CG 
25N19 162CB 
25N19 162N 



90.84 
58 . 64 
■ 61,39 
16 ;23 
91^37 
74.86 
23 r 19 

74.49 

; H 5?z^55 : 

■%7:v31 : 
55:64 
48.92 
74.24 
53.82 
21.75 
62v58 ; 
69.87 
55.30 
78.73 
36.29 
74.55 
98.57 
40.63 
48,94 • 
38.63 , 
97.88 
69 .25 
76.89 
81.47 
80.48 
67.38 
84.02 
17.34 
15 .15 
34.28 
61,82 



WO 97/16177 



PGT/US9dn7512 



162ND1 


25N19 


190E1 


1610 


25N19 


162GG 


1610 


25N19 


161C 


25CB 


25N19 162CE1 


25 GB 


25N19 


162CG 


25CB 


25N19 162CB 


25GB 


25N19 162N 


162CE1 


25N19 162CA 


162CE1 


25N19 


19NE2 


162CE1 


25N19 


161C 


162CE1 


25N19 


190E1 


162CA 


25N19 


162GB 


162CA 


25N19 


162N 


162CG 


25N19 


161C 


162CG 


25N19 


190E1 


19NE2 


25N19 


190E1 


162GB 


25N19 


161C 


162CB 


25N19 


190E1 


23CA 


25N19 


190E1 


19NE2 


25N20 


184NE1 


19NE2 


25N20 


200 


19NE2 


25N20 


184C22 


19NE2 


25N20 


190E1 


184NE1 


25N20 


19CD 


184NE1 


25N20 


184CE2 



184NE1 25N20 184CD1 

184NE1 25N20 19CG 

19CD 25N20 184CE2 

19CD 25N20 184GD1 

19CD 25N20 19CG 

200 25N20 190E1 

184CE2 25N20 184CZ2 

184CE2 25N20 190E1 

184CZ2 25N20 184CD1 

184GZ2 25N20 19CG 

184CD1 25N20 19GG 

25SG 25C21 25CB 

25SG 25C21 162ND1 



TABLE Xm 



59.63 


1610 


25N19 162CA 


41; 35 


69.81 


1610 


25N19 162CB 


49.97 


8 .90 


1610 


25N19 162N 


24.76 


49.59 


25GB 


25N19 162CA 


78.03 


68.95 


25 GB 


25N19 19NE2 


60.40 


81.67 


25 GB 


25N19 23CA 


80.10 


92 .77 


25CB 


25N19 190E1 


41.65 


63.58 


162CE1 


25N19 162GG 


31.41 


69.42 


162GE1 


25N19 162CB 


51.18 


93.28 


162CE1 


25N19 162N 




42.84 


162CA 


25N19 162CG 




20.40 


162CA 


25N19 161C : 


32.47 


16.68 


162CG 


25N19 162CB 


19.86 


62.27 


162CG 


25N19 162N 


49.28 


74.24 


19NE2 


25N19 23CA 


■ ; 5iv93- 


27.73 


19NE2 


25N19 2240H2 


83.06 


42. 44 


162CB 


25N19 162N 


30.28 


93.88 


161C 


25N19 162N 


15.85 


74.91 


23CA 


25N19 2240H2 


33.48 


66.71 


19NE2 


25N20 19CD 


16.40 


61.92 


19NE2 


25N20 184CE2 


83.41 


92.74 


19NE2 


25N20 184CD1 


65.86 


25.29 


19NE2 


25N20 19CG 


28; 13 


51.81 


184NE1 


25N20 200 


92.93 


17.64 


184NE1 


25N20 184CZ2 


' 33.11 


14.57 


184NE1 


25N20 190E1 


41.63 


54.80 


19CD 


25N20 200 


61.53 


69.14 , 


19CD 


25N20 184CZ2 


80.93 


49.60 


19CD 


25N20 190E1 


13.44 


17.37 


20O 


25N20 184CD1 


79.82 






25N20 19CG 


46.41 


17.72 


184CE2 


25N20 184CD1 


27.30 


58.12 


184CE2 


25N20 19CG 


72.23 


44 .82 


184CZ2 


2SN20 190E1 


68.30 


87.39 


184CD1 


25N20 190E1 


43.08 


47.27 


190E1 


25N20 19GG 


27.. 95 


34.16 


25SG 


25C21 25N 


59.13 


63 . 16 


25SG 


25C21 230 


95 . 53 
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25SG 


25C21 


25CA 


41.14 


25SG 


25C21 


162CE1 


64 .32 


25SG 


25C21 


190E1 


78.34 


25SG 


25C21 


19GD 


91.01 


25SG 


25G21 


25C 


28.93 


25SG 


25C21 162GG 


63.81 


25GB 


25C21 


25N 


41.43 


25CB 


2 5C2 1 


23C 


92.08 


25GB 


25C21 


25CA 


20.31 


25CB 


25C21 


162CE1 


48.50 


25CB 


25C21 


190E1 


44.80 


25CB 


2I5G21 


19GD 


56.86 


25CB 


25C21 


25C 


26.69 


25CB 


25C21 


162CG 


64.53 


25N 


25C21 


162ND1 


98.16 


25N 


25C21 


23C 


50.81 


25N 


25G21 


25CA 


21.67 


25N 


25C21 


162CE1 


85.44 


25N 


25C21 


190E1 


55.93 


25N 


25C21 


26N 


35.66 


25N 


25C21 


24C 


8.74 


162ND1 


25C21 


25CA 


78.14 


162ND1 


25C21 


1610 


65.36 


162ND1 


25C21 


190E1 


59.98 


162ND1 


25G21 


19CD 


72.99 


162ND1 


25C21 


25C 


80.82 


162ND1 


25C21 


163N 


47.12 


23CA 


25C21 


230 


35.84 


23CA 


25C21 


19NE2 


61.29 


23CA 


25C21 


24N 


32.44 


23CA 


25C21 


19CD 


73.32 


23CA 


25C21 


25C 


97.86 


23C 


25C21 


230 


18.06 


23C 


25C21 


19NE2 


67.14 


23C 


25C21 


24K 


16.23 


23C 


25C21 


19CP 


74.76 


23C 


25C21 


25C 


76.60 


230 


25C21 


25CA 


74.11 



iBLEXm 

25S3 25C21 1610 90.20 

25SG 25C21 24N 94.43 

25SI3 25C21 162GA 58.84 

25SG 25G21 26K 32.55 

25SG 25C21 24C 64 .37 

25SG 2SC21 163N 30.18 

25GB 25C21 162ND1 57.90 



2SCB 


25C21 


230 


94.39 


25CB 


25C21 


19NE2 


70. 68 


25CB 


25C21 


24N 


77.34 


25CB 


25G21 


162CA 


77.90 


25GB 


25C21 


26N 


42.39 


25CB 


25C21 


24C 


49.86 


25CB 


25G21 


163N 


55.35 


25N 


25C21 


23CA 


69.54 


25N 


25C21 


230 


54.24 


25N 


25C21 


19NE2 


62.10 


25N 


25C21 


24N 


37.13 


25N 


25C21 


19CD 


56.26 


25N 


25C21 


25C 


30.32 


25N 


25C21 163N 


88.85 


162ND1 


25C21 


19NE2 


84.09 


162ND1 


25C21 


162CE1 


16.67 


162ND1 


25C21 


162CA 


39.67 


162ND1 


25C21 


26N 


92.67 


162ND1 


25C21 


162CG 


9.83 


23CA 


25C21 


23C 


22.59 


23CA 


25C21 


25CA 


90.84 


23GA 


25C21 2240H2 


38.65 


23CA 


25C21 


190E1 


87.52 


23CA 


25C21 


26N 


93.91 


23CA 


25C21 


24C 


62.65 


23C 


25C21 


25CA 


72 .44 


23C 


25G21 2240H2 


52.52 


23C 


25C21 


190E1 


85.86 


23C 


25C21 


26N 


71.38 


23C 


25C21 


24C 


42.81 


230 


25G21 


19NE2 


84.69 
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230 25C21 2240H2 

230 25G21 19CX) 

230 25021 25c 

25CA 25C21 19NE2 

25CA 25C21 24N 

25CA 25021 162CA 

25CA 25C21 26N 

25CA 25C21 24G : 

25CA 25C21 163N 

19NE2 25C21 2240H2 

19NE2 25C21 190E1 

19NE2 25C21 26N ; 

19NE2 25C21 24C 

1610 25C21 162CE1 

1610 25C21 162CG 

162CE1 25C21 190E1 



162CE1 


25C21 


19CD 


162CE1 


25C21 


25C 


162CE1 


25C21 


162CG; 


2240H2 


25C21 


24N 


24N 


25C21 


190E3 


24N 


25C21 


26N 


24N 


25C21 


24C 


190E1 


25C21 


19CD 


190E1 


25C21 


25C ; 


190E1 


25G21 


162CG 


162CA 


25C21 


26K 


162CA 


25C21 


162GG 


19CD 


25G21 


26N 


19CD 


25C21 


24C 


26N 


25G21 


25C 


26N 


25C21 


162CG 


25C 


25C21 


24C 


25C 


25C21 


163N 


162CG 


25C21 


163N 


25SG 


25022 


25N 


25SG 


25022 


230 


25SG 


25022 


162ND1 



TABLE Xm 



51.69 


230 


25C21 24N 


29.95 


90.88 


230 


25C21 26N 


63.28 


72 .90 


230 


25C21 24G 


45.50 


68 . 27 


25CA 


25C21 162CE1 


67.59 


58.61 


25CA 


25C21 190E1 


50,41 


95 . 22 


25CA 


25G21 19GD 


57.40 


30.73 


25CA 


25C21 25C 


16.57 


29.77 


25CA 


25C21 162GG 


84.82 


69.11 


19NE2 


25G21 162CE1 


; 68.48 


93.44 


19NE2 


25C21 24N 


55.94 


29.51 


19NE2 


25C21 19GD 


■ ' 14,63 


96.37 


19NE2 


25C21 25C 


84.76 


64. 60 


19NE2 


25G21 162CG 


93.25 


81.61 


1610 


25C21 162CA 


35.10 


55.78 


1610 


25C21 163N 


60.78 


43.32 


162GE1 


25C21 162CA 


55.76 


56.63 


162CE1 


25C21 26N 


88.80 


74.35 


162CE1 


25C21 24C 


94.10 


26.49 


162CE1 


25C21 163N 


57.15 


67 .70 


2240H2 


25C21 24C 


94.80 


70.64 


24N 


25G21 19CD 


60.95 


64.52 


24N 


25C21 25C 


65.81 


30.33 


190E1 


25C21 162GA 


98.48 


15 . 08 


190E1 


25G21 26N 


81.12 


66.02 


190E1 


25G21 24C 


62 . 63 


69.79 


190E1 


25C21 163N 


90.46 


89.91 


162CA 


25C21 25C 


87.29 


30.51 


162CA 


25C21 163N 


28 . 80 


87.36 


19CD 


25C21 25C 


73.91 


60.95 


19CD 


25C21 162CG 


82.63 


15.95 


26N 


25C21 24C 


37.06 


95.38 


26N 


25C21 163N 


61.27 


35.55 


25C 


25C21 162CG 


85.16 


58.98 


24C 


25C21 163N 


94.51 


42 . 83 


25SG 


25022 25GB 


38.49 


68.14 


25SG 


25022 25CA 


51.61 


92 . 70 


25SG 


25022 190E1 


92.24 


54.00 


25SG 


25022 24C 


76.75 
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TABLE XIH 



25SG 


25022 


162CE1 


62.63 


25SG 


25022 


24CA 


92 .42 


25SG 


, 25022 


' 25C 


41.17 


25SG 


25022 


26N 


39.32 


: 19NE2 


25022 


■: 25CB 


90.81 


19NE2 


25022 


23CA ' 


• : 83-72 


19NE2 


25022 


25N ' 


82.91 


19NE2 


25022 


23C 


90.92 


19NE2 


25022 


25CA \ 


85.84 


19NE2 


25022 


24N 


75.03 


19NE2 


■ 25022 


ISGD 


18.29 


19NE2 


25022 


190E1 


36.86 


19NE2 


25022 


220 


40.88 


:' 19NE2 


25022 


162ND1 


93.79 


19NE2 


25022 


■ 24C ■ 


82.04 


19NE2 


25022 


23N 


: 71.12 


19NE2 


^5022 


162CE1 ■ 


77.66 


19NE2 


25022 


24GA 


80.86 


19NE2 


25022 


22C 


54.65 


19NE2 


25022 


25C 


99 .55 


25CB ' 


25022 


25N 


47.57 


25 GB 


25022 


25CA 


24 . 14 


25CB 


25022 


24N 


93.92 


25GB 


25022 


19CD 


72.69 


25GB 


•:. 25022 


190E1 


55.94 


25GB 


25022 


162ND1 


53.00 


25CB 


25022 




58.84 


25GB 


25022 162CE1 


47.93 


25CB 


25022 


24CA 


78.52 


25GB 


2S022 


25C 


26.37 


25CB 


25022 


26N 


39.92 


23CA 


25022 


25N 


86.84 


23CA 


25022 


23C 


27.45 


23CA 


25022 


24N 


40.92 


23CA 


. 25022 


230 


>-:4 : 635i.- 


23CA 


25022 


19CD 


98.21 


23CA 


25022 


220 


43.20 


23CA 


25022 


24C 


75.56 


23CA 


25022 


23N 


12.75 


23CA 


25022 


2240H2 


38.92 


23CA 


25022 


24CA 


55.88 


23CA 


25022 


22C 


29.08 


25N 


25022 


23C 


61.42 


25N 


25022 


25CA 


23.44 


25N 


25022 


24N 


46.54 


25N 


25022 


230 


61.31 


25N 


25022 


19CD 


72 . 72 


25N 


25022 


190E1 


69.34 


25N 


25022 


: 220 : 


78.77 


25N 


25022 


240 


11.28 


25N 


25022 


23N 


87.24 


25N 


25022 


162CE1 


91, 85 


25N 


25022 


24CA 


30.96 


25N 


25022 


22C 


83 . 18 


2 5 N ', 


25022 


25G 


27; 52 


25N 


25022 


26N 


31.88 


23C 


25022 


25CA 


84.51 


23C 


25022 


24K •: 


21.22 


23C : 


25022 


230 


19.47 


23C 


25022 


19CD 


98.72 


23C 


25022 


220 


52.92 


23C 


25022 


24C 


50.34 


23C 


25022 


23N : 


34.26 


23C 


25022 2240H2 


55.48 


23C 


25022 


24CA 


31.37 


23C 


25022 


22C 


43.43 


23C 


25022 


25G 


83.00 


23G 


25022 


26N 


74.42 


25CA 


25022 


24N 


69.81 


25CA 


25022 


230 


81.49 


25CA 


25022 


19CD 


70.36 


25CA 


25022 


190E1 


59.53 


25CA 


25022 


220 


96.17 


25CA 


25022 162ND1 


76.96 


25CA 


25022 


24C 


34.73 


25GA 


25022 162CE1 


69.68 
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25CA 


25022 


24CA 


25CA 


25022 


26N 


24N 


25022 


•'■ 19GD 


24N 


25022 


220 


24N 


25022 


^23N ■ 


24N 


25022 


24CA 


24N 


25022 


25C 


230 


25022 


220 


230 


25022 


23N 


230 


25022 


24CA 


236 


25022 


25C 


19GD 


25022 


190E1 


19CD 


25022 


162ND1 


19CD 


25022 


23N 


19CD 


25022 


24GA 


19GD 


25022 


25C 


190E1 


25022 


220 


190E1 


25022 


24C : 


190E1 


25022 


24CA 


190E1 


25622 


25C 


220 


25022 


24C 



220 25022 2240H2 

220 25022 22C 

162ND1 25022 25C 

24C 25022 23N 

240 25022 22C 

24C 25022 26N 

23N 25022 24CA 

162GE1 25022 25C 

224QH2 25022 24CA 

24CA 25022 22C 

24CA 25022 26N 

610D1 25C23 590 

610D1 25C23 61CG 

610D1 25C23 59C 

590 25C23 2640H2 

590 25C23 610P2 

67CE2 25C23 67GD2 



TABLE Xm 

54.41 25CA 25022 25C 13.77 

28.59 24N 25022 230 35.89 

79 .36 24N 25022 190E1 90 .36 

44.09 24N 25022 24C 35 42 ; 

40.92 24N 25022 2240H2 75.53 
16.33 24N 25022 22C 41.01 
72 .48 24N 25025 26N 69 02 
72 .38 230 25022 24C 51.99 

50.70 236 25022 2240H2 53.17 
37.85 230 25022 22C 62.29 
75 . 63 230 25622 26N 63.41 

19 .08 19CD 25022 220 55.19 

80.93 19CD 25022 24C 75.07 
86 .19 19CD 25022 162CE1 63.77 
80.05 19CD 25022 22C 69,54 

84.09 19CD 25022 26N 98.42 

73.71 196E1 25022 162ND1 64,15 
75.30 190E1 25022 162CE1 46.77 
86.24 190E1 25022 22C 88.09 
72.43 190E1 25022 26N 87.99 
70.73 220 25022 23N 31.00 
78.01 220 25022 24CA 57.51 
14.38 162ND1 25022 162CE1 17.38 
77.53 162ND1 25022 26N 86.27 
76.28 24C 25022 24CA 19.68 



73 


.43 


24C 


25022 


25C 


37 


.56 


38 


.26 


23N 


25022 


2240H2 


48 


.26 


57 


.15 


23N 


25022 


22C 


16 


.66 


74 


.28 


162CE1 


25022 


26N 


86 


.57 


86 


.57 


2240H2 


25022 


22C 


63 


.94 


56 


.72 


24CA 


25022 


25C 


56 


.18 


53 


.14 


25C 


25022 


26N 


15 


.75 


92 


.71 


610D1 


25C23 


2640H2 


51 


.41 


13 


.18 


610D1 


25C23 


610D2 


26 


.94 


87. 


• 40 


S90 


25C23 


67CD2 


91. 


.32 


79. 


.96 


590 


25C23 


61CG 


79. 


.93 


71. 


.08 


590 


25C23 


59C 


5. 


.39 


18. 


.11 


67CD2 


25C23 


59C 


92. 


59 
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TABLE Xffl 



2640H2 


25C23 


61C6 


46.02 


2640H2 


25C23 


610D2 


' |3.75 


2640H2 


25C23 


59C 


77.27 


61CG 


25C23 


610D2 


15.44 


61CG 


25C23 


59C 


74.68 


610D2 


25C23 


59C 


66.25 


590 


25C24 


60ND2 


58.48 


590 


25C24 


60CA 


: 44.55 


590 


25C24 


59C 


9.8d 


590 


25C24 


61CG ■ 


r 8& . 32 


590 


2SC24 


60C 


54.30 


590 


25C24 


61N • 


71.19 


590 


25C24 


60N 


26.62 


590 


25C24 


70OD1 


52.26 


590 


25C24 


610D2 


75.43 


590 


25C24 


60CG 


• 6p.6l 


590 : . 


25C24 


60CB 


55.47 


590 


25C24 




96.69 


610D1 


25C24 


6 OCA 


80.24 


610D1 


25C24 




97. 84 


610D1 


25C24 


6 ICG 


15.04 


610D1 


25C24 


66CA 


■ ;87.60 


610D1 


25C24 


60C 


61.23 


610D1 


25C24 


61N ' 


50.12 


610D1 


25C24 


6 ON 


89.60 


610D1 


25C24 


610D2 


27.04 


610D1 


25C24 


60CB 


87.33 


610D1 


25C24 


650 


; 55.48 


67CD2 


25C24 


60ND2 


70.35 


67CD2 


25C24 


67CE2 


•21.12 


67CD2 


25C24 


66CA 


60 . 05 


67CD2 


25C24 


70OD1 


:^65iv25- 


67GD2 


25C24 


60CG 


77.71 


67CD2 


25C24 


60CB 


94.80 


67CD2 


25C24 


67N 


38.69 


67CD2 


25C24 


66C 




67GD2 


25C24 


650 


91.74 


67CD2 


25C24 


67CG 


7 . 62 


60ND2 


25C24 


67CE2 


91.22 


60ND2 


25C24 


60CA 




60ND2 


25C24 


59C 


52.47 


60ND2 


25C24 


66CA 


51.12 


60ND2 


25C24 


60C 


59.58 


60ND2 


25C24 


61N 


66.53 


60ND2 


25C24 


60N 


44.60 


60ND2 


25C24 


70OD1 


41.24 


60ND2 


25C24 


60CG 


12.36 


60ND2 


25C24 


60CB 


29.62 


60ND2 


25C24 


67N 


38.69 


60ND2 


25C24 


66C 


49;.;79 


60ND2 


25C24 


650 


68. 79 


60ND2 


25C24 


67CG 


64.10 


67CE2 


25C24 


66CA 


70.56 


67CE2 


25C24 


70OD1 


82U90 


67CE2 


25C24 


60CG 


97.67 


67CE2 


25C24 


67N 


56;69 


67CE2 


25C24 


66C 


55.71 


67CE2 


25C24 


650 


96.69 


67CE2 


25C24 


67CG 


28.20 


60CA 


25C24 


59C 


i34^ : 75:; 


6 OCA 


25C24 


61CG 


65.91 


60CA 


25C24 


66CA 


65.63 


60CA 


25C24 


60C 


19.12 


60CA 


25C24 


61N 


32; 35 


6 OCA 


25C24 


6 ON 


17.94 


6 OCA 


25C24 


70OD1 


70.97 


60CA 


25C24 


610D2 


62.09 


6 OCA 


25C24 


60CG 


32.72 


6 OCA 


25C24 


60CB 


16.35 


60CA 


25C24 


67N 


73.13 


60CA 


25C24 


66C 


76.33 


6 OCA 


25C24 


650 


56.57 


59C 


25C24 


61CG 


83.18 


59C 


25C24 


66CA 


96. 04 


59C 


25C24 


60C 


45.42 


59C 


25C24 


6 IN 


62.28 
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TABLE Xm 








59C 


25C24 


60N 


16.82 


59C 


25C24 


70OD1 


;54.54 


59C 


25C24 


610D2 


71.72 


59C 


25C24 


60GG 


52.21 


59C 


25C24 


60GB 


46.02 


■ 59G ■ 


25C24 


67N 


91.16 


59C 


25C24 


65G 


91.18 


61CG 


25C24 


66GA 


85.83 


61CG 


25C24 


60C 


46.79 


61CG 


25C24 


61N 


37.73 


61CG 


25C24 


60N 


74.56 


61CG 


25G24 


610D2 


15.30 


61GG 


25C24 


60CG 


92 . 19 


61GG 


25G24 


60GB 


74.64 


61CG 


25C24 


650 


52.44 


66GA 


25C24 


60C 


; 69.53 


66CA 


25C24 


61N 


60.35 


66GA 


25C24 


60N 


81.05 


66CA 


25C24 


700D1 


85 .92 


66GA 


25G24 


610D2 


97.05 


66CA 


25C24 


60CG 


45.49 


66GA 


25C24 


60CB 


50 .81 


66CA 


25C24 


67N 


29.45 


66GA 


25C24 


66C 


17. 50 


66CA 


25C24 


650 


33.39 


66CA 


25C24 


67CG 


60 .31 


60C 


25C24 


61N 


16.90 


60C 


25C24 


6 ON 


31.03 


60C 


25C24 


70OD1 


89.71 


60C 


25C24 


610D2 


43 .83 


60C 


25C24 


60CG 


49.02 


60C 


25G24 


60GB 


30.73 


60C 


25C24 


67N 


85.40 


60C 


25G24 


66C 


84.14 


60C 


25C24 


650 


49.16 


6 IN 


25C24 


60N 


47.32 


61N 


25C24 


610D2 


41.00 


6 IN 


25C24 


60CG 


54.47 


61N 


25C24 


60CB 


37.23 


61N 


25C24 


67N 


82.57 


61N 


25C24 


66C 


77.02 


61N 


25C24 


650 


34.06 


60N 


25C24 


70OD1 


61.08 


6 ON 


25C24 


610D2 


66.32 


60N 


25C24 


60CG 


40.42 


6 ON 


25C24 


60CB 


30.28 


60N 


25C24 


67N 


81.86 


60N 


25C24 


66C 


88.80 


6 ON 


25C24 


650 


74.46 


70OD1 


25C24 


60CG 


53. 02 


70OD1 


25C24 


60CB 


66.53 


70OD1 


25C24 


67N 


60.32 


70OD1 


25C24 


66C 


75.88 


70OD1 


25C24 


67CG 


57.76 


610D2 


25C24 


60GG 


92.66 


610D2 


25C24 


60CB 


74.33 


610D2 


25G24 


650 


64 .27 


60CG 


25C24 


60GB 


18.33 


60CG 


2SC24 


67N 


41.67 


60CG 


25C24 


66C 


48 . 95 


60CG 


25C24 


650 


57.71 


60CG 


25C24 


67CG 


72.33 


60CB 


25C24 


67N 


56.95 


60CB 


25C24 


66C 


60.17 


60GB 


25G24 


650 


49 . 72 


60CB 


25C24 


67GG 


90.00 


67N 


25C24 


66C 


15.58 


67N 


25C24 


650 


62.20 


67N 


2SG24 


67GG 


35.72 


66C 


25C24 


650 


50.68 


66C 


25C24 


67CG 


42 . 81 


650 


25C24 


67CG 


93.15 


66CA 


25C25 


67CD2 


74.47 


66CA 


25C25 


67CE2 


88.53 


66CA 


25C25 


60ND2 


59.31 


66CA 


25C25 


66N 


21.62 
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66CA 

66CA 

66CA 

66CA 

66CA 

66CA 

66CA 

610D1 

61O01 

610D1 

610D1 

610D1 

67CD2 

67CD2 

67CD2 

67CD2 

67CD2 

67CE2 

67CE2 

67CE2 

67CE2 

60ND2 

60ND2 

60ND2 

60ND2 

60ND2 

60ND2 

60ND2 

66N 

66N 

66N 

66N 

66N 

66N 

66N 

650 

650 

650 



2SG25 

25C25 

25C25 

25C25 

25G25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

2SC25 



25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

2SC2S 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 



650 
65G 

60G 
660 
61CB 
67C2 

;.|50:|] 
■ •6iOGA:;: 

60C 

61GB 

67CE2 

■6«N-'-;i;: 

590 

60CG 

67GG 

60ND2 

66C 

660 

67CZ 

650 

65C 

61N 

67N 

60CG 

60 GB 

61002 

650 

65C 

6 ICG 

67N 

60CG 

60CB 

67CG 

66C 

60CA 

61N 



TABLE Xm 

44-29 66CA 



36.30 
73.02 
79.39 
28.68 
88.35 
89.74 
70.37 
81.54 
55.29 
62 .96 
28.06 
22.80 
86.08 
98.99 
81.76 
6.70 
94.29 
67.80 
60.61 
4.94 
81.55 
87.34 
69.84 
43.92 
15.02 
31.11 
99.69 
33.95 
19 . 02 
95 . 07 
53.18 
68.93 . 
70.27 
82 .14 
65.47 i 
65 .59 
40.94 



66CA 

66CA 

66CA 

66CA 

66CA 

610D1 

610D1 

610D1 

610D1 

610D1 

610D1 

67CD2 

67CD2 

67CD2 

67CD2 

67CD2 

67GE2 

67CE2 

67CE2 

60ND2 

60ND2 

60ND2 

60ND2 

60ND2 

60ND2 

60ND2 

60ND2 

66N 

66N 

66N 

66N 

66N 

66N 

66N 

650 

650 

650 



25C25 

25025 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25G25 

25C25 

25G25 

25G25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 



66C 
60GA 

.:;£7fr'.-. : 

60GG 

60CB 

67CG 

66N 

65C 

6 ICG 

590 

60CB 

610D2 

60ND2 

66C 

67N 

660 

67C2 

66N 

67N 

67CG 

66N 

66C 

60CA 

590 

60C 

660 

67CG 

67CZ 

66C 

60CA 

61N 

60C 

660 

61CB 

67CZ 

65C 

6 ICG 

67N 



21.53 

74.60 

33.98 

50.06 

56.47 

69.03 

99.44 

80.66 

15.19 

88.76 

93.30 

23.60 

71.72 

52.97 

45.03 

50.77 

27.35 

93.17 

64.98 

29.23 

80.00 

58.26 

40.17 

49.72 

58.97 

71. 48 

65.78 

99.01 

36.67 

86.34 

72.60 

84.37 

35.32 

77.27 

92.55 

17.60 

62.59 

77.29 
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TABLE Xm 







OUC 


55 .85 


650 


25C25 


60CG 


66.65 






ODU 


68 .27 


650 


25C25 


60GB 


56.61 


fiCA 




OILs 


44 .60 


650 


25C25 


610D2 


71.81 


ODL 


O *Cr*OC 


"' CCA ••' 


■ 5 4 . 91 


66C 


25C25 


6 OCA 


86.39 


OOL 




■■■ -fill • 
PiN:; 


: 92; 94 


66C 


25C25 


67N 


17.99 


•DOC 


i epic 


60C 


: 96.20 


66C 


25C25 


60CG 


55.13 


poC 


25C25 


660 


13.59 


66C 


25C25 


60GB 


68.10 


poG. 


25C25 


67CX3 


47.70 


66C 


25C25 


67CZ 


69.56 


65G 


25G25 


60CA 


80 . 60 


65C 


25C25 


61CG 


76.13 


■ •ice* 1 * 

65C 


25C25 


61N 


58 . 52 


65C 


25C25 


67N 


70.10 


p5G 


25G25 


:v:i6'PC : "V';;,:; 


73 . 03 


65C 


25C25 


60CG 


73 . 62 


o5G 


25C25 




54'v ; 3.2: 


65C 


25C25 


60CB 


68.42 


p5G 


25C25 


<5lGB 


58.45 


65C 


25C25 


610t>2 


86.99 


o OCA 


25C25 


6 ICG 


66 .63 


60CA 


25G25 


61N 


34.12 


6 OCA 


25C25 


590 


39.03 


60CA 


25C25 


67N 


78.67 


bOCA 


25C25 


6 be 


19; 48 


60CA 


25C25 


60GG 


33.49 


OUUi 


25C25 


66O 


99.43 


60CA 


25C25 


60CB 


18.48 


oUCA 


25G25 


6ICB; 


63.35 


60CA 


25C25 


610D2 


59.93 


C 1 f+f+ 

olGG 


25C25 


61N 


40.61 


61CG 


25C25 


590 


78.90 


OiCG 


25C25 


60C 


47 . 83 


61CG 


25C25 


60CG 


96.99 




25C25 


60 GB 


78.15 


61GG 


25C25 


61CB 


17.99 


OlCX? 


25C25 


610D2 


13 .48 


61N 


25C25 


590 


66.77 


CUT 

DXXSJ 


25G25 


67N 


' 95,02 


6 IN 


25C25 


60C 


16 .92 


oxxsi 


25C2 5 


60CG 


57.64 


6 IN 


25C25 


60GB 


39.04 


OUNJ 


25C25 


61GB: 


■' 30 . 85 


6 IN 


25C25 


610D2 


41.41 


OyV 


25G25 : 


67N 


92 .29 


590 


25C25 


60C 


49 . 98 




25C25 


60CG 


56.13 


590 


25C25 


60CB 


52.99 




25C25 


61CB • 


86.68 


590 


25C25 


67GG 


96 .56 


cart 


25C25 


610D2 


66.16 


67N 


25C25 


60C 


93 . 00 


O/N 


25C25 


60GG 


45.25 


67N 


25C25 


660 


28.92 


67N 


25C25 


60CB 


62.00 


67N 


25C25 


67CG 


38.59 


67N 


25C25 


67CZ 


68,17 


60C 


25C25 


60CG 


49.75 


60C 


25C25 


60GB 


31.34 


60C 


25C25 


61CB 


44.00 


60G 


25C25 


61QD2 


43.11 


60GG 


25C25 


660 


68.70 


60CG 


25G25 


60CB 


18 . 86 


60CG 


25C25 


61CB 


88.11 


60CG 


25C25 


67CG 


75.30 


60CG 


25C25 


610D2 


92.65 


660 


25C25 


60CB 


81.00 


660 


25C25 


67CG 


47.02 


660 


25C25 


67C2 


61.34 


60CB 


25C25 


61CB 


69.79 
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60CB 25C25 67CG 

61GB 25C25 610D2 

61001 25C26 650 

610D1 25C26 61CG 

610D1 25C26 61N 

610D1 25C26 610D2 

67CE2 25C26 66N 

. ■ 67CE2 25C26 66C ' : 

67CE2 25G26 ^66G 

66GA 25G26 650 

66CA 25G26 67CD2 

66C* 25C26 66C 

■ 66GA ;. .- 25G26 ;61N 

66GA 25C26 6SGA 

66N 25C26 650 

66N 25C26 67CT)2 

66N ;:25G56 : :. ; :€6G^.;:.;. 

66N 25C26 61N 

' 66N 25C26 65CA 

650 25C26 65C 

650 25C26 66C 

650 25C26 61N 

650 25G26 610D2 

65C 25G26 67CD2 

65C ... 25C26 66C 

65C 25C26 (5 IN 

65G 25C26 610D2 

67CD2 25G26 66G 

67CD2 25G26 660 

61CG 25G26 61N 

61GG 25C26 610D2 

66G 25G26 67C2 

66C 25G26 660 

61CB 25G26 65GA 

61N 25C26 65CA 

61N 25C26 660 

65CA 25C26 610D2 

610D1 25C27 6 ICG 



TABLE Xm 



94.15 


60CB 


25C25 


61002 


74.45 


28.84 


67GG 


25C25 


67CZ 


33.62 


71.36 


610D1 


25C26 


65C 


85.76 


11.35 


610D1 


25C26 


61CB 


26.51 


48.33 


610D1 


25G26 


65CA 


84.59 


15.64 


67CE2 


25C26 


66CA 


78.50 


89.75 


67CE2 


25G26 


67CD2 


19.87 


60.32 


67CE2 


25C26 


67CZ 


10 . 65 


56.85 


66GA 


25C26 


66N 


21.30 


40.66 


66CA 


25C26 


65G 


35.52 


62.19 


66CA 


25C26 


61CG 


97 . 24 


18.j45 • 


66CA 


25G26 


61GB 


83 .20 


61.53 


66CA 


25C26 


67CZ 


84,37 


50.10 


66CA 


25C26 


660 


28 .03 


32 . 82 


66N 


25C26 


65C 


19.16 


77.48 


66N 


25G26 


61CG 


94.77 


32.67 


66N 


25G26 


61GB 


77.42 


65.23 


66N 


25C26 


67CZ 


©2.40 


29.97 


66N 


25C26 


660 


32.92 


17.65 


650 


25C26 


61CG 


61.95 


58.76 


650 


25C26 


61CB 


44.89 


36.15 


650 


25C26 


65CA 


29.75 


69.17 


650 


25C26 


660 


64.19 


96.05 


65C 


25C26 


6 ICG 


77.55 


50 78 


65C 


25C26 


61GB 


59.53 


53.71 


65C 


25C26 


65CA 


16.87 


85.83 


65C 


25C26 


660 


52.07 


45.30 


67CD2 


25C26 


67CZ 


29.89 


46.56 


61CG 


25G26 


61CB 


18.38 


36.98 


61CG 


25C26 


65CA 


79.04 


11.28 


66C 


25C26 


61N 


78.34 


65.93 


66C 


25C26 


65CA 


62.43 


14.16 


61GB 


25C26 


6 IN 


29 . 95 


60.78 


61CB 


25C26 


610D2 


28.51 


64.34 


61N 


25C26 


610D2 


38.83 


89.56 


67CZ 


25C26 


660 


59.87 


89.18 


65CA 


25C26 


660 


59.63 


5.16 


610D1 


25C27 


610D2 


15.09 
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67CE2 25C27 67CD2 15.74 

61CG 25C27 610D2 12.69 

610D1 25C28 61CG 9,27 

610JP1 25C28 610D2 23 .20 

61CG 25C28 2640H2 46.24 

2640H2 25C28 610D2 33.06 

66N 25C29 650 39.60 

66N 25C29 65CA 41.74 

66N 25C29 640 ; 81.94 

• 66N 25C29 : ; 660 37 ,60 

66N 25C29 67CD2 79 .01 

66N 25C29 64C 70.01 

65C 25C29 650 20.60 

65C 25C29 65CA 24.93 

65C 25C29 640 61.11 

65C 25C29 660 62.45 

65C 25C29 61CG 79.83 

65C 25C29 61CB 63.17 

650 25C29 65CA 39.66 

650 25C29 640 64.40 

650 25C29 660 74.94 

650 25C29 61CG 60.19 

650 25C29 61CB 45 .06 

66CA 25C29 67CE2 75.91 

66GA 25C29 660 32.86 

66CA 25C29 67CD2 59.00 

66GA 25C29 64G 89.77 

65CA 25C29 610D1 97.52 

65CA 25C29 66C 76.17 

65CA 25C29 65N 15. 70 

65CA 25C29 64C 29.78 

610P1 25C29 640 78.88 

610D1 25C29 61CX3 11.60 

610D1 25C29 61GB 29.29 

67CE2 25C29 660 59.54 

640 25C29 65N 29.62 

640 25C29 64C 14.26 

66C 25C29 660 16.37 



xm 



67CE2 


25C27 


670H 


28,29 


67CD2 


25C27 


670H 


44.01 


610D1 


25C28 


2640H2 




67CE2 


25C28 


67GD2 


15.49 


6 ICG 


25G28 


610D2 


14.74 


66N 


25C29 


65C 


24.86 


66N 


25C29 


66CA 


24.12 


66N 


25C29 


67CE2 


94.22 


66N 


25C29 


66C 


34.73 


66N 


25C29 


65N 


53.80 


66N 


25C29 


61CG 


98.70 


66N 


25C29 


61CB 


84 . 65 


65C 


25C29 


66CA 


42.11 


65C 


25C29 


610D1 


91.42 


65C 


25C29 


66C 


58.05 


65C 


25C29 


65N 


31.53 


65C 


25C29 


64C 


47 .67 


650 


25C29 


66CA 


46.14 


650 


25C29 


610D1 


71.78 


650 


25C29 


66C 


65.45 


650 


25C29 


65N 


37 ,56 


650 


25C29 


64C 


50.20 


66CA 


25C29 


65CA 


64.24 


66CA 


25G29 


66C 


19.63 


66CA 


25C29 


65N 


73 . 62 


66CA 


25C29 


61CG 


93 . 56 


66CA 


25C29 


61CB 


85.67 


65CA 


25C29 


640 


40.31 


65CA 


25C29 


660 


74.54 


65CA 


25C29 


61CG 


87 .20 


65GA 


25C29 


61CB 


68.64 


610D1 


25C29 


65N 


83.10 


610D1 


25C29 


64C 


76.76 


67CE2 


25G29 


66C 


59.68 


67CE2 


25C29 


67CD2 


17.43 


640 


25C29 


6 ICG 


73.88 


640 


25C29 


61CB 


59.65 


66C 


25C29 


65N 


88.46 
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TABLE Xm 



66C 


25C29 


67CD2 


44.33 


660 


25C29 


65N 


89.10 


660 


25C29 


67CD2 


48.06 


65N 


25C29 


6 ICG 


73.50 


65N 


25C29 


64C 


16.31 


65N 


25C29 


61CB 


55.08 


61CG 


25C29 


64C 


69.32 


6 ICG 


25C29 


61CB 


18.57 


64C 


25C29 


61CB 


52.55 


66N 


25O30 


67CE2 


95.44 


66N 


25O30 


65C 


20 .14 


66N 


2503 0 


660 


41.64 


66N 


25O30 


66CA 


20.76 


66N 


25030 


65CA 


36.46 


66N 


25O30 


66C 


35.12 


66N 


25030 


67CD2 


78.01 


66N 


25O30 


650 


28.77 


66N 


25030 


640 


70.26 


67CE2 


25O30 


660 


66.02 


67CE2 


25O30 


66CA 


75.33 


67CE2 


25O30 


66C 


62.32 


67CE2 


25O30 


67CD2 


17.44 


67CE2 


25O30 


67CZ 


17.35 


67CE2 


25030 


670H 


32.31 


65C 


25O30 


660 


61.78 


65C 


25O30 


66CA 


35.78 


65C 


2503 0 


65CA 


21.92 


65C 


25030 


66C 


54.08 


65C 


25O30 


67GD2 


93.11 


65C 


25O30 


650 


13.87 


65C 


25O30 


640 


51.57 


660 


25O30 


66CA 


34.58 


660 


25030 


65CA 


74.20 


660 


2503 0 


66C 


16.71 


660 


25O30 


67CD2 


51 .17 


660 


2503 0 


67CZ 


70.40 


660 


25O30 


67GH 


86.34 


660 


25O30 


650 


68.48 


66CA 


25O30 


65CA 


55.92 


66CA 


25O30 


66C 


20.67 


66CA 


25O30 


67CD2 


58.02 


66GA 


25030 


67CZ 


88.15 


66CA 


25030 


650 


36.77 


66CA 


25O30 


640 


87.19 


65CA 


25030 


66C 


71.35 


65CA 


25O30 


650 


31.68 


65CA 


25O30 


640 


35.13 


66C 


25030 


67CD2 


45.28 


66C 


25O30 


67CZ 


71.68 


66C 


25O30 


670H 


89.19 


66C 


25030 


650 


57.23 


67CD2 


25030 


67CZ 


31.46 


67CD2 


25030 


670H 


48.52 


67CD2 


25O30 


650 


89.19 


67CZ 


25O30 


670H 


17.73 


650 


2503 0 


640 


52.71 


66N 


25C31 


65CA 


39.43 


66N 


25C31 


65C 


19.88 


66N 


25C31 


660 


41.44 


66N 


25C31 


66CA 


16.42 


66N 


25C31 


640 


73.76 


66N 


25C31 


66C 


31.86 


66N 


25C31 


650 


24.99 


66N 


25C31 


67CE2 


78 .02 


66N 


25C31 


65N 


48 . 58 


65CA 


25C31 


65C 


22.92 


65CA 


25G31 


660 


78.51 


65CA 


25C31 


66CA 


54.89 


65CA 


25C31 


640 


37.80 


65CA 


25C31 


66C 


71.14 


65CA 


25C31 


650 


28.31 


65GA 


25C31 


65N 


10.41 


65C 


25C31 


660 


61.32 


65C 


25C31 


66CA. 


33.07 


65C 


25C31 


640 


54.01 


65C 


25C31 


66C 


51.04 
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65C 

65C 

660 

660 

66CA 

66CA 

66CA 

640 

66C 

650 

65CA 

65CA 

65CA 

640 

640 

66N 

65C 

64C 

660 

660 

66N 

66N 

1610 
65CA 
65CA 
25SG 
660 

161C 

161C 

161C 

161C 

1610 

1610 

1610 

1610 

162N 

162N 

162N 



25C31 
25C31 
25C31 
25C31 
25C31 
25C31 
25C31 
25C31 
25C31 
25C31 
25032 
25032 
25032 
25032 
25032 
25032 
25032 
25032 
25C33 
25C33 
25C33 
25C33 
25C33 
25C33 
25C33 
25C33 
25C34 
25C34 
25C34 
25C34 
25C34 
25C34 
25C34 
25C34 
25C34 
25C34 
25C34 
25C34 



650 
65N 
66C 
67CE2 
640 
650 
65N 
65N 
67CE2 
67CE2 
640 
65C 
65N . ' • 
65C 
65N 
64C 

65N 
65CA 
65C 
65CA 
65C 
161C 
25SG 
66C 
65C 
163CB 
1610 
163N 
162C 
161CA 
162N 
162CA 
25SG 
163CB 
162CA 
25SG 
163CB 



TABLE Xm 
9.78 65C 



.30.23 

14.52 

56.24 

86.14 

33:97 

63.22 

27.39 

52.59 

85.62 

42.64 

19.66 

14.60 

55.36 

28.48 

63.03 

45.59 

16.37 

71.47 

53.71 

32.53 

14.69 

15.33 

88.64 

62.73 

94.64 

85.75 

16.73 

62.24 

47.88 

18.94 

30,34 

35.76 

62.53 

95.27 

18 . 35 

69.25 

76.34 



660 

660 

660 

66CA 

66CA 

640 

66C 

66C 

650 

65CA 

65CA 

640 

640 

66N 

66N 

65C 

660 

660 

660 

66N 

66N 

1610 
65CA 

161C 
65C 
660 

161C 

161C 

161C 

161C 

1610 

1610 

1610 

162N 

162N 

162N 

163N 



25C31 67CE2 
25C31 66CA 
25C31 650 
25C31 65N 
25C31 66C 
25C31 67CE2 
25C31 650 
25C31 650 
25C31 65N 
25C31 65N 
25032 66N 
25032 64C 
25032 66N 
25032 64C 
25032 65C 
25032 65N 
25032 65N 
25C33 66N 
25C33 25SG 
25C33 66C 
25C33 25SG 
25C33 66C 
25C33 25SG 
25C33 65C 
25C33 25SG 
25C33 66C 
25C34 66N 
25C34 162N 
25C34 162CA 
25C34 25SG 
25C34 163CB 
25C34 163N 
25C34 162C 
25C34 161CA 
25C34 163N 
25C34 162C 
25C34 161CA 
25C34 162CA 



90.50 

V::3:2: 5 38v 
65i09 
88. 60 

■19;.^' 

•'•5^;.;i3:^ 
53 . 03 
80.44 
32.85 
34.36 
30.83 
73.09 
12.34 . 
17.74 

■48yl5::; : 
31.63 
39 03 
98.45 
9.09 
95.78 
30.21 
60.66 
18.08 
68.01 

44.83 

32.40 

17.83 

31.39 

73 .05 

92.63 

65.51 

54.67 

30.82 

46 . 66 

31.03 

31.09 

31 .03 
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TABLE Xm 



163N 


25C34 162P 

*» w •J « ^w«*v» 


16 6< 

X w • w 3 




25C34 


25SG 


45.82 


163N 




77 7R 


lo3N 


25C34 


163CB 


; 30.49 


162CA 


55054 16 2P 


TO fll 


102CA 


25G34 


25SG 


52.46 


162CA 


25C34 161PA 


AO TO 


1D2CA 


25C34 


163CB 


61.52 


162P 






1 c*iP 
162C 


25C34 161CA 


61.81 






43. JZ 


25SG 


25C34 


161GA 


91.65 


2 5SG 


25P34 16 ICR 


O J m]9. W 


255G 


25C34 


66N 


87.39 




^pK Attn 


■-•V : . C7 


■■■■ 'CC^N- ' 

660 


25C35 


163CB 


96.66 


66n 




. J| £ A A. 


660 


25C35 


66N 


29.09 


w oy 


^Rp^R £7pa 


11 7 A 


660 


25C35 


68SD 


77.53 


. www 


*Jv»JJ O /V-JJX 


p2 * 23 


660 


25C35 


67CE1 


72.23 


66r 

w Ob 




98 vol 


66C 


25C35 


26CB 


49.23 


6 6P 


6JLjj OwiM 


i'a r»-ft 

30 .32:. 


■c ^« 

66G 


25C35 


67CA 


29.98 


66P 

W OV. 


7'*»ptr- focrv 

ZjLjj Oooiv 


78-11 


66G 


25C35 


67CD1 


59.82 




ZDLJ J 0/L.xVl 


69 . 68 


163CB 


25C35 


26CB 


'51'. 66 


163PB 


^RP^c, £7pa 


on o*v 
9Q . 92 


163CB 


25C35 


209CD2 


95.04 


163PB 




41 .03 


' Af «TS 

26GB 


25G35 


66N 


52.74 


2 6PR 




CC Oft 

56.99 


26CB 


25C35 


68SO 


53 .93 


26PR 




AT Ol 

y /.pi 


66N 


25G35 


67CA 


60.27 


66N 

WW AM 




Qi| to 

84 . 58 


66N 


25C35 


67CE1 


89 . 12 


W # V>A 


9 RP^ R 7-fl Qpn*) 


7C 01 

/o .21 


67CA 


25C35 


. 6 8 SD 


56.79 


67GA 




. 40 . 85 


67GA 


25C35 


67CE1 


55 . 83 


209CD2 


25P3R 6ftCTV 


00.30 


209CD2 


25C35 


67CD1 


48.98 


209CD2 


^ JtJJ w./\_JLJL 


XQ ft ft 


68SD 


25C35 


67CD1 


78.05 


6 BSD 




OA AA 

72.43 


67CD1 


25C35 


67CE1 


16.13 


660 


25P36 6 ft on 


or oi 

y d . o3 


660 


25C36 


26 GB 


52.43 


660 

W WW 7 


9SPT£ ££p 


6 . 57 


660 


25C36 


67CA 


36.71 


660 

W WW 




•7ft ft C 

70 . 05 


68SD 


25C36 


163CB 


57.33 


Gflsn 

W OuU 




t ft ■ t\ *5 
70 ; 03 


68SD 


25C36 134CB 


84.74 




zdu3o 163N 


89.11 


68SD 


25C36 


26CB 


67.27 






22.41 


68SD 


25C36 : 


209CD2 


84.13 


68SD 


25C36 66C 


90.48 


68SD 


25G36 


67CA 


67.81 


68SD 


25C36 162C 


99.30 


68SD 


2SC36 


26CX 


59.77 


163CB 


25C36 163CA 


20.06 


163CB 


25G36 134CB 


81.47 


163CB 


25C36 163N 


34.18 


163CB 


25C36 


26CB 


62.38 


163GB 


25C36 68CE 


60.98 


163CB 


25C36 162C 


48.31 


163CB 


25C36 26CX 


44.78 


163CA 


25C36 134CB 


65.51 


163CA 


25C36 163N 


19.48 


163CA 


25C36 


26CB 


80.86 
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163CA 
163CA 
134CB 
134CB 
163N 
163N 
26CB 
26CB 
68CE 
68CE 
209CD2 

66C 
162C 
660 
666 
660 
67CE1 
67CE1 
67CE1 
209CD2 
209CD2 
209CD2 
67CZ 
67CZ 
67CD1 
670H 
670H 
67CE2 
65CA 
65CA 
65CA 
65CA 
25SG 
25SG 
25SG 
66N 
66N 
66N 



25C36 
25C36 
25G36 
25C36 
25G36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
2SC37 
25C37 
25C37 
25C38 
25C38 
25C38 
25C38 
25C38 
25C38 
25C38 
25C38 
2SC38 
25C38 



68CE 
26GX 
68CE 
162C 
68CE 
26GX 
66C 
162C 
209CD2 
162C ■ • 
67GA 
26CX 
26CX 
67C2 
670H 
67CG 
67C2 
670H 
67CG 
67CD1 
67CE2 
67CG 
670H 
67CG 
67CE2 
1600 
67CG 
67CG 
660 
65C 
2240H2 
65N 
26CD1 
1610 
26CB 
660 
65C 
2240H2 



65, 92 
^/•63v5? 
62 .66 

• 59i74 
: 85.05 
; . 69.23 

50.37 
98.98 
68.72 
90:. 28 
82 

67 .86 
•" 84:54 

• 72 -Vs 

86.40 
48.64 
18.76 
31.37 
29.19 
57.12 
89 ; 26 
70.82 
17.50 
34.21 
34.53 
98 .96 
51 .71 

28.65 

76.23 

19.78 

55.95 

11.58 

77.09 

68.31 

70.06 

39.10 

17.53 

92.76 



TABLE Xm 
163CA 

134CB 

• 134CB 

163N 

163N 

26CB : 

26GB 

26 GB 

68CE ; 

:ivi|8GE 

^'#sc; '" 
; 67GA ' 

660 
: ^660. 
660 
67GE1 
67CE1 
67CE1 
209CD2 
209CD2 
209CD2 
67CZ 
67CZ 
67CD1 
67CD1 

:676h 

1600 
65CA 
65CA 
65CA 
65CA 
65GA 
25SG 
25SG 
25SG 
66N 
66N 
66N 



25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25C36 
25G36 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C37 
25C38 
25C38 
25C38 
25C38 
25C38 
25C38 
25C38 
25C38 
25C38 
25C38 
25C38 



162C 
163N 
209CD2 

26CB 
162C 
68CE 
67CA 
26CX 
67CA 
26GX 
67CA 
26CX 
67CE1 
67CD1 
67GE2 
209CD2 
67CD1 
67CE2 
67CZ 
670H 
134CB 
67CD1 
67CE2 
670H 
67CG 
67CE2 
134CB 
66N 
26CD1 
230 
26GB 
26CG 
230 
2240H2 
26GG 
26CD1 
230 
26CB 



30.24 

69,86 

53.95 

84.29 

15.50 

88.83 

61.54 

17 . 62 

82.83 

78 .81 

30.72 : 

75.01 

76,69 

64.04 

57.39 

60.17 

18.19 

29.99 

78.42 

84.22 

51.72 

31.75 

16.32 

47.81 

15.87 

29.39 

78.01 

37.26 

57.25 

54.21 

85.45 

68 .24 

67.47 

89.14 

76.35 

47.09 

72.97 

59.41 



fa 
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66N 


25C38 


65N 


660 


25C38 


26CD1 


660 


25038 


• ; .'-2^pr 


660 


25C38 


: : 26GG 


26CD1 


25C38 




26CD1 


25C38 


26CB 


26CD1 


25C38 


: . 26CG 


65C 


25G38 


2240H2 


65C 


25C38 


65N 


230 


25C38 


2240H2 


230 


25C38 


;65N:;;:v 


1610 


25C38 2240H2 


26CB 


25C38 


;/'65N : t/- 


65N 


25G38 


26CG 


66N 


25039 


,65GA:;:- 


66N 


25039 


660 


66N 


25039 


26CG 


66N 


25039 


26NE1 


66N 


25039 


66C 


66N 


25039 


650 


66N 


25039 


26CD2 


26CD1 


25039 


65C 


26GD1 


25039 


230 


26CD1 


25039 


26CB 


26CD1 


25039 


26UE1 


26CD1 


25039 


66C 


26CD1 


25039 


26N 


26CD1 


25039 


23C 


26CD1 


25039 2240H2 


65CA 


25039 


65C 


65CA 


25039 


230 


65CA 


25039 


26NE1 


65CA 


25039 


66C 


65CA 


25039 


650 


65CA 


25039 2240H2 


65C 


25039 


660 


65C 


25039 


26CG 


65C 


25039 


26NE1 



TABLE Xm 



48.17 


66N 


25C38 


26CG 


48 .12 


61.41 


66p 


25C38 


65G 


56.61 


46.70 


660 


25C38 


65N 


87.28 


56.49; 


26CD1 


25C38 


65C 


48.65 


40.99 


26GD1 


25C38 2240H2 


85.80 


32.92 


26CD1 


25C38 


65N 


59.48 


15.33 


65G 


25C38 


230 


62.21 


75.31 


65G 


25C38 


26CB 


70.46 


30.67 


65C 


2SC38 


26CG 


55.38 


47.84 


230 


25G38 


26CB 


69.70 


46.94 


230 


25C38 


26CG 


55.26 


93.60 


2240H2 


25C38 


65N 


44 . 65 


90.52 


26GB 


25C38 


26CG 


18.20 


72.56 


66N 


25039 


26CD1 


65.73 


47.24 


66N 


25039 


65C 


22.10 


47.99 


66N 


25039 


230 


95.16 


65.86 


66N 


25039 


26CB 


78 .81 


58.35 


66N 


25039 


66GA 


14. 64 


34. 63 


66N 


25039 


65N 


57.39 


22.72 


66N 


25039 


26CX 


95.35 


57 .58 


26CD1 


25039 


65CA 


77.50 


65.28 


26CD1 


25039 


660 


80.81 


52.52 


26CD1 


25039 


26CG 


20.44 


42.80 


26GD1 


25039 


25SG 


91.26 


14.54 


26GD1 


25039 


66CA 


62.36 


69.41 


26CD1 


25039 


65N 


74.38 


49.70 


26CD1 


25039 


650 


61.20 


59.40 


26CD1 


25039 


26CX 


47.75 


98.62 


26CD1 


25039 


26CD2 


17 . 11 


25.89 


65CA 


25039 


660 


94.13 


66.29 


65CA 


25039 


26CG 


92.00 


63.11 


65CA 


25039 


66CA 


61.64 


81.81 


65CA 


25039 


65N 


12.36 


27.30 


65CA 


25039 


23C 


72.79 


56.03 


65CA 


25039 


26CD2 


82.72 


70.06 


65C 


25039 


230 


78.02 


73l 56 


65C 


25039 


26CB 


92.36 


53.27 


65C 


25039 


66CA 


36 . 02 
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65C 25039 66C 
65C 25039 650 
65C 25039 2240H2 
660 25039 26CG 
660 25039 26N?1 
660 25039 66C ; 
660 25039 650 
660 25039 26CD2 
230 25039 26GB 
230 25039 26NE1 

230 25039 26N 

230 25039 23C 

230 25039 2240H2 

26CG 25039 26CB 

26CG 25039 26NE1 

26CG 25039 66C 

26CG 25039 26N 

26CG 25039 23C 

26CG 25039 26CD2 

26CB 25039 26ME1 

26CB 25039 66C 

26CB 25039 650 

26CB 25039 26CX 

25SG 25039 26N 

25SG 25039 26CX 

25SG 25039 26CD2 

26NE1 25039 66C 

26NE1 25039 26N 

26NE1 25039 23G 

26NE1 25039 2240H2 

66GA 25039 66C 

66GA 25039 26N 

66CA 25039 26CX 

66C 25039 65N 

66C 25039 650 

66C 25039 26C02 

65N 25039 23C 

65N 25039 26CD2 
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TABLE Xm 








56.60 


65C 


,25039 


65N 


35.32 


4vI2 


65G 


25039 


23C 


86.65 


81.45 


65C 


25039 


26CD2 


64.11 


65.04 


660 


25039 


26CB 


58.06 


84.63 


660 


25039 


66CA 


35.35 


15.25 


660 


25039 


26N 


91. 09 


70 . 58 


660 


25039 


26CX 


73.00 


63.97 


230 


25039 


26CG 


71.55 


88.75 


230 


25039 


25SG 


73.57 


46.88 


230 


25039 


65N 


54.73 


69.90 


230 


25039 


650 


75.20 


9.35 


230 


25039 


26CX 


82.73 


48.87 


230 


25039 


26CD2 


69.59 


23,44 


26CG 


25039 


25SG 


90.54 


33.09 


26CG 


25039 


66CA 


57.23 


, 56 ; 85 


26CG 


25039 


65N 


91.62 


42.86 


26GG 


25039 


650 


69.92 


77.26 


2 6CG 


25039 


26CX 


33 .37 


9.50 


26GB 


25039 


2.5SG 


80.06 


56.36 


26CB 


25039 


66CA 


66.31 


56.61 


26GB 


25039 


26N 


34.26 


89.29 


26CB 


25039 


23G 


92.00 


17.14 


26GB 


25039 


26CD2 


31.88 


48.14 


25SG 


25039 


23C 


65.56 


62.98 


25SG 


25039 2240H2 


85.27 


98.66 


26NE1 


25039 


66GA 


58.87 


71.02 


26NE1 


25039 


65N 


59.89 


63.22 


26NE1 


25039 


650 


49 . 16 


55 .32 


26NE1 


25039 


26CX 


62.29 


88.14 


26NE1 


25039 


26CD2 


26.49 


20.82 


66CA 


25039 


65N 


71.23 


98.43 


66GA 


25039 


650 


35.79 


83.32 


66CA 


25039 


26CD2 


50.40 


91.92 


66C 


25039 


26N 


90.87 


56.59 


66G 


25039 


26CX 


73.34 


53.53 


65N 


25039 


650 


35.54 


60.74 


65N 


25039 2240H2 


46.37 


82.99 


26N 


25039 


23C 


68.72 
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26N 


25039 


26CX 


650 


25039 


23C 


650 


25039 


26CD2 


23C 


25039 


2240H2 


26CX 


25039 


26CD2 


25SG 


25N40 


230 


25SG 


25N40 


23C 


: 25SG 


25N40 


162CA 


25SG 


25N40 


26CDi 


1610 


25N40 


162GA 


2240H2 


25N40 


230 


2240H2 


25N40 


23C 


2240H2 


25N40 


26CD1 


230 


25N40 


23C 


230 


25N40 


25CB 


65CA 


25N40 


23C 


65CA 


25N40 


26CD1 


161C 


25N40 


25GB 


23C 


25N40 


25CB 


23GA 


25N40 


25CB 


162CA 


25N40 


25GB 


25SG 


25N41 


23C 


25SG 


25N41 


25N 


25SG 


25N41 


1610 


25SG 


2SN41 


25CA 


230 


25N41 : 


2240H2 


230 


25N41 


23CA 


230 


25N41 


25N 


236 


25N41 


65CA 


230 


25N41 


25CA 


230 


25N41 


23N 


2240H2 


25N41 


23CA 


2240H2 


25N41 


65CA 


2240H2 


25N41 


23N 


23C 


25N41 


25CB 


23C 


25N41 


24N 


23C 


25N41 


26CD1 


23C 


25N41 


26N 



TABLE Xm 



18.10 


26N 


25039 


26CD2 


51.68 


84.01 


650 


25039 


2240H2 


81.91 


60.44 


2 30 


25039 


26CX 


83; 51 


45.98 


230 


25039 


260D2 


76.48 


42 . 86 


25SG 


25N40 


1610 


86.06 


74.10 


25SG 


25N40 


161C 


85 .73 


68.83 


25SG 


25N40 


23CA 


76.96 


56.65 


25SG 


25N40 


25CB 


6.53 


72 .41 


1610 


25N40 


1610 


12 2 75 


33.97 


1610 


25N40 


25GB 


90.20 


52. 97 


2240H2 


25N40 


65CA 


57.51 


49. 02 : 


2240H2 


25N40 


23CA 


35.43 


85.10 


230 


25N40 


65CA 


51 . 31 


13 . 96 


230 


25N40 


23GA 


29.87 


68.50 


230 


25N40 


26CD1 


37.36 


62.89 


65GA 


25N40 


23CA 


68.80 


48.33 


1610 


25^40 


162CA 


29 .53 


90.88 


23C 


25N40 


23CA 


18 .22 


62.59 


23C 


25N40 


26CD1 


49.62 


70.43 


23GA 


25N40 


26CD1 


67.09 


62.21 


25CB 


25N40 


26CD1 


70.23 


99.66 


25SG 


25N41 


25CB 


18 . 83 


49 .91 


25SG 


25N41 


24N 


86.40 


75.97 


25SG 


25N41 


26CD1 


82 . 58 


32.30 


25SG 


25N41 


26N 


41.60 


68.49 


230 


25N41 


2 3C 


20.89 


42.41 


230 


25N41 


25GB 


89.72 


55.16 


230 


25N41 


24N 


28.91 


55.11 


230 


25N41 


26CD1 


40.72 


71,69 


230 


25N41 


26N 


66.61 


44.84 


2240H2 


25N41 


23C 


65.79 


48.09 


2240H2 


25N41 


24N 


78.14 


60.11 


2240H2 


25N41 


26CD1 


98.71 


46.92 


23C 


25N41 


23CA 


25.44 


82.83 


23C 


25N41 


25N 


49.85 


13.60 


230 


25N41 


65CA 


73.03 


59.09 


23C 


25N41 


25CA 


67.43 


73.57 


2 3C 


25N41 


23N 


27.92 
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TABLE XDI 



23CA 


25N41 


25CB 


95.07 


23CA 


25N41 


2Rltf 
^ JIM 


op . ^1 


23CA 


25N41 


24N 


33.15 


23 CA 


25N41 




on OO 


23CA 


25N41 


26CD1 


83.00 


23CA 




AJUl 


o4 . 37 


23CA 


25N41 


26N 


97.47 


23CA 


25*141 




2 . 51 


25GB 


25N41 


25N 


34.64 


25GB 




T il XT 


69 .27 


25GB 


25N41 


1610 


90.28 


25CR 




oCDl 


80.97 


25CB 


25N41 


25CA 


18.50 


25GB 




a DIM 


41.33 


25CB 


25N41 


23N 


95.93 


25N 






36.95 


25N 


25N41 


26CD1 


57 .65 


25N 




J5GA 


17.61 


25N 


25N41 


26N 


34.79 


25N 






69.91 


24N 


25N41 


65CA 


83.83 


24N 




ZoCDl 


59. 64 


24N 


25N41 


25GA 


54 .36 


24N 






64 .38 


24N 


25N41 


23N 


35 .31 


65GA 




-coCDl 


50.18 


65CA 


25N41 


26N 


90.57 


fi SPA 


Z DIN! St J. 


^ JN 


82.10 


26CD1 


25N41 


25CA 


64 . 68 








41 .23 


26CD1 


25N41 


23N 


85 46 






2 oN 


29.42 


25CA 


25N41 


23N 


85 .82 


26N 






99 .68 


660 


25N42 


66N 


49.20 


6 (SO 




D3LA 


op . 32 


660 


25N42 


66C 


14.31 


660 


25N42 




bp . Jo 


660 


25N42 


66CA 


34.57 


660 


25N42 




317 . DO 


66N 


25N42 


65CA 


37.29 


66N 


25N42 


66C 


37.91 


66N 


25N42 


65C 


17.17 


66N 


25N42 


66CA 


18.36 


66N 


25N42 


67CE2 


79.25 


65CA 


25N42 


66C 


75.14 


65CA 


25N42 


65C 


21.61 


65CA 


25N42 


66CA 


55.24 


66C 


25N42 


65C 


54.69 


66C 


25N42 


66CA 


21.22 


66C 


25N42 


67CE2 


55.45 


65C 


25N42 


66GA 


34.04 


65C 


25N42 


67CE2 


88.07 


66CA 


25N42 


67CE2 


63.12 
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TABLE XIV 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor (lS)-N-{2 
[ ( 1 r-benzyloxycarbonylamino ) -3 -methyibutyl ] thiazol -4 -ylcarbonyl ] 
N' - (N-benzyloxycarbohyl-L-leuciny^ 



Atom 1 


Atom 2 


Atom 3 


Angle 


Atom 1 Atom 2 Atom 3 


Angle 


184CB 


25C1 


184CG 


19.63 


184 GB 


25C1 


1840 


37.95 


184CB 


25C1 


184CD2 


33; 99: 


184GB - : 


25C1 




43.05 


184 GB 


25C1 


188CD1 


60.59 


184CG 


25C1 


1840 


56.47 


184C6 


2 SCI 


184CD2 


18.11: 


184CG 


25Cl 




33.19 


184CG 


2 SCI 


188CD1 


68 .63 


1840 ■ 


2 SGI 


184CD2 


71.92 


1840 


25C1 


184CE3 


78.39 


1840 ' "i- 


: ^'25Gi-:- ; 


188CD1 


69.15 


184CD2 


25Ci 


184CE3 


17.41 


184CD2 


25C1 


188CD1 


62.78 


184CE3 


2 SCI 


188CD1 


48.96 


1840- 


25C2 


184GB 


47.37 


1840 


25C2 


184C 


14 .60 


1840 


25C2 


184CG 


67.03 


1840 


25G2 


184CA 


35.09 


1840 


25C2 


184GD2 


79.86 


1840 


2SC2 


184CD1 


72.22 


1840 


25G2 


18ND2 


51.81 


184CB 


25G2 


184C 


37.41 


184CB 


25C2 


184CG 


20.57 


184CB 


25C2 


184CA 


21.23 


184CB 


25C2 


184GD2 


32.66 


184 GB 


25C2 


184CD1 


31.54 


184CB 


25C2 




83.90 


184C 


25C2 


184CG 


55.27 


18 4C 


25C2 


184CA 


21.27 


184C 


25C2 


184CD2 


69 .82 


184C 


25C2 




58.47 


184C 


25C2 


18ND2 


51.06 


184CG 


25C2 




35.04 


184CG 


25C2 


184CD2 


16.66 




25C2 




15.49 


184CG 


25C2 


18ND2 


93.96 


184GA 


25C2 


184CD2 


50;81 


184CA 


25C2 


184CD1 


37.24 


184CA 


25C2 


18ND2 


62.72 


184CD2 


25C2 


184CD1 


26.96 


184CD1 


25C2 


18ND2 


86 .49 


1840 


25C3 


184CB 


45.92 


1840 


25C3 


184CA 


37.85 


1840 : 


2SC3 


184C 


17.54 


1840 


25C3 


180D1 


72.66 


1840 


25C3 


184CG 


67.51 


1840 


25C3 


184CD1 


78.54 


1840 


25C3 


18ND2 


59.83 


1840 


25C3 


18CG 


62,25 


1840 


2SC3 


184CD2 


77,25 


184GB 


25C3 


184CA 


23.15 


184CB 


2SC3 


184C 


38.05 


184CB 


25C3 


180D1 


86.49 


184GB 


25C3 


184CG 


21.78 


184CB 


25C3 


184CD1 


36.65 


184GB 


25C3 


18ND2 


94.41 


184CB 


2SC3 


18CG 


86.35 


184CB 


25C3 


184CD2 


32 .23 


184CA 


25G3 


184C 


22.46 


184CA 


25C3 


180D1 


63.82 


184CA 


25C3 


184CG 


37.27 


184CA 


25C3 


184CD1 


42.13 


184CA 


25C3 


18ND2 


72.53 


184CA 


25C3 


18CG 


63.26 


184CA 


25C3 


184CD2 


51.60 


184C 


25C3 


180D1 


61.36 


184C 


25C3 


184CG 


57 . 47 


184C 


25C3 


184CD1 


64.57 


184C 


25C3 


18ND2 


57.87 
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TABLE XIV 








184C 


25C3 


18CG 


54.50 


184C 


25C3 


184CD2 


70.12 


180D1 


25G3 


184CG 


91.25 


180D1 


25C3 


184GD1 


79.96 


180D1 


25C3 


18ND2 


31.05 


180D1: 


25C3 


18CG 


15.09 


184CG 


25C3 


184CD1 


18.78 


■::i84CG:;- : "'- 


25C3 


18CG 


96 39 


184CG 


25C3 


184GD2 


15.20 


184GD1 


; 5: ;25G3: : ; 


18CG 


88.85 


184CD1 


25C3 


184CD2 


27.59 


18ND2 


25C3 


18CG 


16.95 


184CD1 


2SC4 


184CG 


19.46 


184CD1 


25C4 


184CB 


35.62 


184CD1 


25C4 


18001 


77.64 


184Gpi 


25C4 • 


200 


86 16 


184CD1 


25G4 


184GA 


' 39.47 


I84ct>i 


25C4 


184NE1 


16.76 


184CD1 


25C4 


184CD2 


28.36 


184Gpi 


25C4 


1840 


68 14 


184CD1 


25C4 


184CE2 


25.97 


184GG 


25C4 


184CB 


20.21 


184CG 


25C4 


18061 


84 .29 


184CG 


:: ; ;25C4 . 


184CA 


33.31 


184CG 


25C4 


184NE1 


29.37 


184CG 


25C4 


184CD2 


16.86 


184CG 


25G4 


1840 


56 . 12 


184CG 


25C4 


184CE2 


26 96 


184CB 


25C4 


180D1 


74.62 


184CB 


25C4 ' 


184CA 


10 go 


184CB 


25C4 


184NE1 


48.98 


: >184GB :: ■'■ 


25C4 


184CD2 


33 22 


184CB 


25C4 


1840 


36.02 


184CB 


25C4 


184CE2 


46 .70 


180D1 


25C4 


200 


64.59 


180D1 


25C4 


184CA 


55 04 


180D1 


25C4 


184NE1 


91.09 


180D1 


; 25G4 


1840 


58.00 


20O 


25C4 


184HE1 


82 .83 


:20b 


25C4 


184CE2 


96.86 


184CA 


25C4 


184NE1 


55.98 


184CA > 


25C4 


184CD2 


49.56 


184CA 


25C4 


1840 


30.00 


184GA ■■ 


25C4 


184CE2 


59 .49 


184NE1 


25C4 


184GD2 


27.93 


184NE1 


25C4 


1840 


83 .70 


184NE1 


25C4 


184CE2 


15.77 


184CD2 


25C4 


1840 


68.31 


184CD2 


25C4 


184CE2 


16,44 


1840 


2SC4 


184CE2 


82 . 69 


I84CG 


25C5 


184CD1 


18.11 


184CG 


25C5 


184CD2 


18.49 


184CG 


25G5 


184NE1 


28.96 


184CG 


25C5 


184CE2 


29.05 
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91 PA 


93.39 


19CG 


25N20 


184CE2 


80.81 


1 OPP 


4 jINZ U 




11.02 


190E1 


25N20 


220 


76.29 


x y u&x 


9*\M9fl 
Z DWZU 


1 AAMP1 


44.61 


190E1 


25N20 


184GD1 


46.08 : 




Z DNZ U 


32P 


88.22 


190E1 


25N20 


184CE2 


56.16 




Z jWZU 


X 7V.D 


44.63 


220 


25N20 


20G 


67.58 


22U 




z zn 


36.33 


220 


25N20 


22C 


13.03 


22Q 


Z DN Z U 


91 PA 


65.40 


220 


25N20 


19GB 


51.11 


184NE1 


z DNZ U 




17.40 


184NE1 


25N20 


184CE2 


13 10 


184NE1 


25N20 


19GB 


78.62 


20C 


25N20 


22N 


43 . 20 


20C 


25N20 


22C 


68.49 


20C 


25N20 


21CA 


30.05 


20C 


25N20 


19CB 


61.74 


184CD1 


25N20 


184CE2 


27 .05 


184CD1 


25N20 


19CB 


68.40 


22N 


25N20 


22C 


29.81 


22N 


25N20 


21CA 


29.53 


22N 


25N20 


19CB 


69.93 


22C 


25N20 


21CA 


59.18 


22C 


25N20 


19CB 


63.62 


21CA 


25N20 


19CB 


84.67 


184CE2 


25N20 


19CB 


91.71 


162ND1 


25C21 


25SG 


76.59 


162ND1 


25C21 


162CE1 


18.63 
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162ND1 
162ND1 

i62iipi 

162ND1 

•iis2Nbi 

162SD1 
25SG ' 
: 25SG 

;."2SSG 

25SG 

',v25^g : : : ';. 

\ 2SSG ■• 
162CE1 
162CE1 
162CE1 
162CE1 
162CE1 
162CE1 
162CG 
162CG 
162CG 
162CG 
162CG 
162CG 
1610 
1610 
1610 

25CB 

2SCB 

25CB 

25GB 

25GB 
162 GB 
162CB 
162CB 
162GB 

190E1 

190E1 

190E1 
162CA 
162CA 

19NE2 



25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25G21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25G21 

25C21 

25G21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25G21 

25C21 

25C21 

25C21 

25C21 

25C21 

25G21 

25C21 

25C21 

25C21 

25C21 

25G21 

25C21 

25G21 

25C21 

25C21 

25C21 

25C21 



162CG 
25GB 
190E1 
19NE2 
162NE2 
184CZ2 
1841SIE1 
162CE1 
1610 
162GB 
162GA 
19GD 
161C 
162N 
25GB 
190E1 
19NE2 
162NE2 
184CZ2 
184NE1 
1610 
162CB 
162CA 
162NE2 
184CZ2 
184NE1 

25GB 
162CA 
162CD2 
162CB 
162CA 
19CD 
161C 
184NE1 
162CA 
161G 
162CP2 
162N 

19CD 
184CZ2 
184NE1 
161C 
162CD2 
19CD 



TABLE XIV 
18.63 162ND1 



58.66 

66.84 

91.07 

16.42 

60.80 

63.09 

82.30 

75.19 

86 .01 

67.62 

81.26 

76.87 

73.63 

58.15 

49.16 

75.88 

10.76 

52.78 

46.57 

74.86 

22.12 

37 .08 

27.00 

58.58 

71.27 

96.45 

40.31 

86.16 

84 . 13 

73.26 

59.29 

94.34 

89 . 62 

21.46 

42.74 

32.77 

28.88 

14.42 

67,32 

37.69 

30.75 

48.73 

16.41 



162ND1 
162ND1 
162ND1 
162ND1 
162ND1 
162ND1 
25SG 
25SG 
25SG 
25SG 
25SG 
25SG 
162CE1 
162CE1 
162CE1 
162CE1 
162CE1 
162CE1 
162CE1 
162CG 
162CG 
162CG 
162CG 
162CG 
162CG 
1610 
1610 
1610 
25CB 
25CB 
25CB 
25GB 
25CB 
162CB 
162GB 
162CB 
190E1 
190E1 
190E1 
162CA 
162CA 
162CA 
19NE2 



25C21 

25C21 

25C21 

25G21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25G21 

25C21 

25C21 

25G21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25G21 

25C21 

25C21 

25C21 

25C21 

25C21 

25G21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 

25C21 



1610 
162CB 
162CA 
19CD 
161G 
162GD2 
162N 
162CG 
25GB 
190E1 
19NE2 
162NE2 
162CD2 
162GG 
162CB 
162GA 
19CD 
161C 
162CD2 
162N 
25CB 
190E1 
19CD 
161C 
162CD2 
162N 
162CB 
161C 
162N 
190E1 
19NE2 
162NE2 
162CD2 
162N 
162NE2 
184CZ2 
184NE1 
19NE2 
162NE2 
162CD2 
162NE2 
184CZ2 
162N 
162NE2 



88.59 
39; 41 

48.39 
80.09 
78;48 
;15::86- 
62 ; 96 
85.48 
27.93 
84.07 
71.84 
89^59 
91. 13 
' 34^55 
56.62 
67.01 
63.04 
;97v04 
25.92 

■.v8i ? .:54>--; 

73.56 
83.74 
97>6a 
64.13 
11.67 
49 .24 
53 .58 
10>85 
25.81 
58.32 

:55;.6i 

67.37 
74.51 
85.19 
48.98 
70.53 
90.36 
30.01 
57.58 
74.15 
62.57 
91.75 
15 .49 
85.63 
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19NE2 


25C21 184CZ2 


94.21 


19NE2 


25C21 


184NE1 


63.87 


19CD 


25C21 


1 62NE2 


71,85 


19CD 


25C21 184GZ2 


78.23 


19CD 


25C21 162CD2 


88 . 39 


19CD 


25C21 184NE1 


47.85 


162NE2 


25C21 


161C 


91.07 


162NE2 


25C21 


184CZ2 


46.06 


162NE2 


25C21 


162CD2 


16 .57 


162NE2 


25C21 


184NE1 


47.02 


162NE2 


25C21 162N 


75.95 


161C 


25C21 162CD2 


75. 36 


161C 


25C21 


162N 


15.54 


184GZ2 


25C21 


162CD2 


49.06 


184CZ2 


25C21 


184NE1 


30.38 


184CZ2 


25C21 


162N 


97.18 


162CD2 


25C21 


184NE1 


59.61 


162CD2 


25C21 


162N 


60 .72 


25SG 


25C22 


25 GB 


34.32 


25SG 


25C22 


25N 


58.23 


25SG 


25C22 


: 230 


96.62 


25SG 


25C22 


^25^flt::-. 


: 41i06 


25SG 


25C22 


1610 


88.83 


25SG 


25C22 


19NE2 


• ;94.39 


25SG 


25G22 


24N ; :< -: 


94 . 80 


25SG 


25C22 162ND1 


67.14 


25SG 


25C22 


26N 


28.02 


25SG 


25C22 


24C 


63.81 


25SG 


25C22 


25C 


28.81 


25SG 


25C22 


162CA 


61.80 


25SG 


25C22 


26CD1 


59.67 


25CB 


25022 


25N 


41.88 


25CB 


25C22 


23C 


94.72 


25CB 


25G22 


230 


97.61 


25CB 


25G22 


25CA 


20.48 


25CB 


25C22 


19NE2 


62.01 


25GB 


25C22 


24N 


79.22 


25CB 


25C22 162ND1 


50.87 


25CB 


25C22 


26N 


40 .24 


25CB 


25C22 


24C 


51.06 


25CB 


25C22 


25C 


25.68 


25CB 


25C22 


162CA 


70.19 


25GB 


25C22 


26CD1 


77.04 


25N 


25C22 


23CA 


72.11 


25N 


25C22 


23C 


53.07 


25N 


25C22 


230 


56.89 


25N 


25C22 


25CA 


21.75 


25N 


25C22 


19NE2 


46.70 


25N 


25G22 


24N 


38.64 


25N 


25G22 


162ND1 


88.45 


25N 


25C22 


26N 


36.83 


25N 


25C22 


24C 


9.50 


25M 


25C22 


25C 


29.43 


25N 


25C22 


26CD1 


53.68 


23CA 


25C22 


23C , 


23.35 


23GA 


25C22 


230 


37.19 


23CA 


25C22 


25CA 


93.17 


23CA 


25C22 


19NE2 


58 r 05 


23CA 


25C22 


24N 


33.59 


23GA 


25G22 


26N 


99.96 


23CA 


25C22 


24C 


64.82 


23CA 


25C22 


26CD1 


78.54 


23C 


25C22 


230 


18.81 


23C 


25C22 


25CA 


74.82 


23C 


25C22 


19NE2 


57.79 


23C 


25C22 


24N 


16.66 


23C 


25C22 


26N 


76.83 


23C 


25C22 


24C 


44.46 


23C 


25C22 


25C 


78.94 


23C 


25C22 


26CD1 


57.31 


230 


25C22 


25CA 


77.22 


230 


25C22 


19NE2 


74.75 


230 


25C22 


24N 


30.81 


230 


25C22 


26N 


69.15 


230 


25C22 


24C 


47 .40 


230 


25C22 


2SC 


76.13 


230 


25C22 


26GD1 


41.43 


25CA 


25C22 


19NE2 


54.59 


25CA 


25C22 


24N 


60.09 


25CA 


25G22 


162ND1 


70.00 


25CA 


25C22 


26N 


30.49 


25CA 


25C22 


24C 


30.68 


25CA 


25C22 


25C 


15.62 


25CA 


25C22 


162GA 


89.97 


25CA 


25C22 


26CD1 


62.21 


1610 


25C22 


162ND1 


66.24 


1610 


25C22 


162CA 


34.26 


19NE2 


25C22 


24N 


44.06 
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19NE2 


25C22 162ND1 


75.31 


19NE2 


25C22 


26n ;,: 


82 03 


19NE2 


25C22 


24C 


49.24 


19NE2 


25C22 


' 25C .:' 


69.71 


19NE2 


25C22 


26CD1 


96.23 


24N 


25C22 


26N 


68.47 
66.84 


24N 


25C22 


24C 


31.27 


24N 


25C22 


25C 


24N 


25G22 


26CD1 


59.64 


162ND1 


25C22 


26N 


88.16 


162MD1 


25C22 


24C 


97.87 


162ND1 


25C22 


25C 


75.88 


162ND1 


25C22 


162CA 


38.60 


26M 


25C22 


24C 


39 . 22 


261* 


25G22 


25C 


15.72 


26N 


25G22 


162CA 


89.81 


26N 


25C22 


26Gpi 


37.42 


24C 


25C22 


25C •: 


35.57 


24C 


25C22 


26CD1 


47.97 


25C 


25C22 


162CA 


86.23 


25G 


25C22 


26CD1 


51.39 


25SG 


25023 


25N 


74.67 


25SG 


25023 


25 GB 


38.15 


25SG 


25023 


25CA 


54.63 


25SG 


25023 


24C 


85.79 


25SG 


25023 


26N v ; 


43.64 


25SG 


25023 


25C 


46.38 


25SG 


25023 


190E1 


92.56 


25SG 


25023 


26CD1 


68.54 


25SG 


25023 162ND1 


54.77 


25SG 


25023 


240 


79.70 


23G 


25023 


25N 


73.70 


23C 


25623 


23GA 


31.55 


23C 


25023 


230 


24.72 


23G 


25023 


24N 


24 ,08 


23C 


25023 


19ME2 


78 . 98 


23C 


25023 


25CA 


97.79 


23C 


25023 


24C 


59.01 


23C 


25023 


24CA 


36.52 


23C 


25023 


23N 


33.47 


23C 


25023 


220 


48.06 


23C 


25023 


19CD 


90. 90 


23C 


25023 


26N 


92.04 


23C 


25023 


25C 


96.56 


23C 


25023 


26CD1 


66.16 


23C 


25023 


22C 


38.64 


23C 


25023 


240 


64.99 


25N 


25023 


230 


75.80 


25N 


25023 


25GB 


50.26 


25N 


25023 


24N 


53.76 


25N 


25023 


19NE2 


61.26 


25N 


25023 


25CA 


24.14 


25N 


25023 


24C 


14.83 


25N 


25023 


24GA 


37.18 


25N 


25023 


23N 


97.04 


25N 


25023 


220 


79.60 


25N 


25023 


19CD 


63.80 


25N 


25023 


26N 


37.49 


25N 


25023 


25C 


28.32 


25N 


25023 


190E1 


68.00 


25N 


25023 


26CD1 


60.48 


25N 


25023 


22C 


87.54 


2SN 


25023 162ND1 


89.51 


25N 


25023 


240 


9.64 


23CA 


25023 


230 


48.80 


23CA 


25023 


24N 


46.69 


23CA 


25023 


19NE2 


77.35 


23CA 


25023 


24C 


86. 89 


23GA 


25023 


24CA 


64.88 


23CA 


25023 


23N 


7.95 


23CA 


25023 


220 


38.18 


23CA 


25023 


19CD 


87.87 


23CA 


25023 


26CD1 


93.73 


23CA 


25023 


22C 


23.48 


23CA 


25023 


240 


93 . 16 


230 


25023 


24N 


42. 48 


230 


25023 


25CA 


97.01 


230 


25023 


24C 


61.75 


230 


25023 


24GA 


43.63 


230 


25023 


23N 


53 ; 76 


230 


25023 


220 


72.77 


230 


25023 


26N 


79.20 


230 


25023 


25C 


89.58 


230 


25023 


26CD1 


44.93 


230 


25023 


22C 


62.49 


230 


25023 


240 


66.16 


25CB 


25023 


19NE2 


75.63 


25CB 


25023 


25CA 


26.15 
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25CB 


25023 


240 '■• 


64.94 


25CB 


25023 


24CA 


87.43 


25CB 


25023 


19CD 


67.69 


25CB 


25023 


26N 


43 .69 


25CB 


25023 


25C 


31.03 


25CB 


25023 


190E1 


57.73 


25CB 


25023 


26CD1 


83.37 


25GB 


25023 


162ND1 


43 20 

XVV 


25CB 


25023 


■ 240 


59.04 


24N 


25023 


19NE2 


59 02 

-J J • vx 


24N 


25023 


■ 25CA 


77 .52 


24N 


25023 


24C 


Tt V • J W 


24N 


25023 


24CA 


19.70 


24N 


25023 


23N 


44 10 

T« *» * XU 


24N 


25023 


220 


40.11 


24N 


25023 


19CD 


70 43 


24N 


25023 


26N 


81.J70 


24N 


25023 


25C 


80 42 

WW « ,14 


24N 


25023 


190E1 


85.06 


., 24N . 


25023 


26CD1 


70 58 


24N 


25023 


22C .v 


39.18 


24N 


25023 


240 


46 65 


19NE2 


25023 


■ '■ 25CA " 


66.95 


19NE2 


25023 


24C 


63 26 


19NE2 


25023 


; 24ga 


65.23 


19NE2 


25023 


23N 


69 .48 


19NE2 


25023 


220 


■•■ 39.17 


19NE2 


25023 


19CD 


xx « j *■ 


19NE2 


25023 




96. 41 


19NE2 


25023 


25C 


81 46 
ox* •« w 


19NE2 


25023 


190E1 


27.37 


19NE2 


25023 


22C 


53 87 


19NE2 


25023 


162ND1 


76.87 


19NE2 


25023 


2 40 


65 05 


25CA 


25023 


■ 24C . 


38.79 


25CA 


25023 


24CA 


61 29 

WX 9 4+ J 


2SCA 


25023 


220 


96.77 


25GA 


25023 


19CD 


63 . 98 


25CA 


25023 


. 26N 


31.96 


25CA 


25023 


25C 


15.29 


25CA 


25023 


190E1 


■ 61.11 


25CA 


25023 


26CD1 


68 99 


25CA 


25023 162ND1 


67.28 


25GA 


25023 


240 


32.93 


24C 


25023 


24CA 


22.55 


24G 


25023 


23N 


84 .41 


24C 


25023 


220 


71.79 


24C 


25023 


19CD 


68 .91 


24C 


25023 


26N 


44.17 


24C 


25023 


25C 


40. 07 


24C 


25023 


190E1 


76.59 


24C 


25023 


26GD1 


54. 93 


24C 


25023 


22C 


77.02 


24C 


25023 


240 


6.27 


24CA 


25023 


23N 


63.29 


24CA 


25023 


220 


57 . 79 


24CA 


25023 


19 CD 


74.68 


24CA . 


25023 


26N 


62 01 


24CA 


25023 


25G 


61.72 


24CA 


25023 


190E1 


86 76 

WW. « W 


24CA 


25023 


26GD1 


55.98 


24CA 


25023 


22C 


58 75 

JO • /. J 


24CA 


25023 


240 


28.67 


23N 


25023 


22fi 

X X w 


30 31 

J W a J X 


23N 


25023 


19CD 


79.92 


23N 




1 QOP1 


Q3 Q0 


23N 


25023 


26CD1 


98.39 


23N 




X X\_ 


U • DJ. 


23N 


25023 


240 


90 .66 


220 


25023 

X J WX J 




4Q ftfi 


220 


25023 


190E1 


64.43 


220 




xxv_ 


1 4 7n 

x^ • / U 


220 


25023 


240 


77.07 


19CD 


25023 


26M 


95.38 


19CD 


25023 


25C 


79.18 


19CD 


25023 


190E1 


15.44 


19CD 


25023 


22C 


64.49 


19CD 


25023 


162ND1 


64.94 


19CD 


25023 


240 


69.44 


26N 


25023 


25C 


16.77 


26N 


25023 


190E1 


92.94 


26N 


25023 


26CD1 


39.94 


26N 


25023 


162ND1 


84 . 95 


26N 


25023 


240 


38.78 


25C 


25023 


190E1 


76.17 


25G 


25023 


26CD1 


55.41 


25C 


25023 


162ND1 


74.20 


25C 


25023 


240 


33.82 
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190E1 


25023 


220 


78.82 


190E1 


25023 


162ND1 


49.50 


190E1 


25023 


240 


75.54 


26CD1 


25023 


240 


54.16 


22C 


25023 


240 


82.96 


162ND1 


25023 


240 


99.10 


640 


25024 


610D1 


49.69 


640 


25C25 


61001 


65.86 


640 


25025 


640 


4 .04 


640 


25C25 


65CA 


36.03 


640 


25C25 


61GG • 


60.48 


640 


25C25 


65N 


18.55 


610D1 


25C25 


' :64ov' 


66.57 


61001 


25C25 


65CA 


65.57 


610D1 


2SC25 


6 ICG 


12; 80 


61001 


25C25 


65N 


65.27 


64C 


2 502 5 


65GA ;- 


32.21 


640 


2SC25 


6lCG 


62.08 


64C 


25C25 


;f65^ : 


14.69 


65CA 


25025 


61CG 


68.81 


65GA 


25C25 




17.52 


6 ICG 


25C25 


65N 


64.30 


640 


25026 


6ippi 


75.97 


640 


25C26 


65CA 


46.13 


640 


25C26 


650 


60.97 


640 


25C26 


64C 


10.65 


640 


25C26 


66N 


77.86 


640 


25C26 


6 ICG 


67.54 


640 


25C26 


-■6iN-:; : ;-; 


27.99 


640 


25C26 


650 


58.42 


640 


25026 


61CB 


50.52 


610D1 


25C26 


65CA 


81.67 


610D1 


25C26 


650 


66.87 


610D1 


25026 


64C 


74.15 


610D1 


25C26 


66N 


75.37 


61001 


25C26 


6 ICG 


10.88 


61001 


25026 


65N ' • 


75.81 


610D1 


25C26 


650 


51.81 


61001 


25C26 


61(EB 


25.47 


65CA 


25C26 


65C 


22.26 


65CA 


25026 


640 . 


35.83 


65CA 


25C26 


66N 


33.99 


65CA 


25026 
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25C38 


67CA 


29.20 


666 


25G38 


67N 


14 . 41 


660 


25C38 


66CA 


18.99 


163CB 


25G38 


26GB 


81.15 


163CB 


25C38 


25SG 


73.30 


163CB 


25C38 


163N 


37.84 


163 GB 


25C38 


26CA 


60.80 


163GB 


25C38 


26N 


60.85 


163CB 


25C38 163CA 


18.86 


163GB 


25G38 


68SD 


54.22 


163CB 


25C38 


26CG 


95.41 


163 GB 


25C38 


162C 


48 .20 


26CB 


25C38 


25SG 


80.09 


26 GB 


25C38 


66C 


58.81 


26CB 


25638 


26CA 


21.77 


26GB 


25638 


26N 


35.93 


26CB 


25C38 


163CA 


98.31 


26GB 


25C38 


68SD 


66.22 


26CB 


25C38 


26CG 


18. 06 


26 GB 


25G38 


26CD1 


34.61 


26CB 


25C38 


66N 


65.47 


26 GB 


25C38 


67CA 


61.54 


26CB 


25C38 


67N 


56.77 


26CB 


25C38 


66CA 


58.47 


25SG 


25C38 


163N 


55.98 


25SG 


25C38 


26GA 


68.25 


25SG 


25C38 


26N 


47.87 


25SG 


25C38 


163CA 


68.75 


25SG 


25C38 


26CG 


73.64 


25SG 


25C38 


26CD1 


61.85 


2SSG 


25C38 


66N 


91.11 


25SG 


25C38 


162C 


60.63 


163N 


25C38 


26CA 


87.46 


163N 


25C38 


26N 


76.37 


163N 


25G38 


163CA 


20.53 


163N 


25C38 


68SD 


89.44 


163N 


25C38 


162C 


12.27 


66C 


25C38 


26CA 


80.45 


66C 


25C38 


26N 


92. 09 


66C 


25C38 


68SD 


84 . 88 


66C 


25C38 


26CG 


52.75 


66C 


25C38 


26CD1 


58.32 


66C 


25C38 


66N 


32.59 


66G 


25C38 


67CA 


29.60 


66C 


25C38 


67N 


12 , 87 


66C 


25C38 


66CA 


15.91 


26CA 


25C38 


26N 


20.39 


26CA 


25C38 


163CA 


77 .00 


26CA 


25C38 


68SD 


62.23 


26CA 


25C38 


26GG 


34.72 


26CA 


25C38 


26CD1 


45.79 


26CA 


25C38 


66N 


84.74 


26CA 


25C38 


67CA 


78 . 68 


26CA 


25C38 


67N 


77.24 


26CA 


25C38 


66CA 


79.85 


26CA 


25C38 


162C 


99.66 


26N 


25C38 


163CA 


72.27 


26N 


25C38 


68SD 


79.71 


26N 


25C38 


26CG 


39.78 


26N 


25C38 


26CD1 


42 . 14 


26N 


25C38 


66N 


85.55 


26N 


25C38 


67CA 


97.07 


26N 


25C38 


67N 


92.29 


26N 


25C38 


66CA 


86.55 


26N 


25C38 


162C 


87 . 67 


163CA 


25C38 


68SD 


68.96 


163CA 


25C38 


162C 


29.60 


68SD 


25C38 


26GG 


83 . 61 


68SD 


25C38 


67CA 


57.57 


68SD 


25G38 


67N 


72.28 


68S0 


25C38 


66CA 


98.54 


68SD 


25C38 


162C 


96.25 
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26C6 


25C38 


26QD1 


17.49 


26CG 


25C38 


66N 


50.02 


26CG 


25C38 


... 67CA 


65.74 


26CG 


25C38 


67N 


55.48 


26CG 


25C38 


66CA 


47.14 


26CD1 


25C38 


66N 


43.47 


26GD1 


25C38 


' 67CA 


78.32 


26CD1 


25C38 


67N 


64.92 


26CD1 


25C38 


66CA 


47.51 


66N 


25C38 


67CA 


62.18 


66N 


25C38 


67N 


45.30 


66N 


25C38 


66CA 


17.02 


67CA 


25C38 


: 67N 


17.03 


67Gft 


25C38 


66CA 


45.35 


67N 


25C38 


66CA 


28.38 


65CA 


25C39 


66N 


38.23 


65CA 


25C39 


660 


77.80 


65CA 


25C39 


65C 


20.22 


65CA 


25C39 


26CD1 


57.59 


\;f6;5cAt ; : 


25C39 


65N 


12.86 


65CA 


25C39 


230 


51.79 


65GA ;. 


25C39 


66CA 


49.23 


25SG 


25C39 


1610 


71.00 


25SG 


25C39 


26CD1 


64,51 


25SG 


25C39 


161G 


75,18 


25SG 


25C39 


230 


59.23 


66N 


25C39 


660 


39.58: 


66N 


25C39 


65C 


18.09 


66N 


25C39 


26CD1 


47.02 


66N 


25C39 


65N 


50.53 


66N 


25039 


230 


71, 29 


66N 


25C39 


66CA 


11.02 


660 


25C39 


■ 65C 


57.60 


660 


25C39 


26CD1 


57.39 


660 


25C39 


65N 


89.89 


660 


25C39 


230 


96.66 


660 


25C39 


66CA 


28; 57 


1610 


25G39 


161C 


12.79 


65C 


25C39 


26CD1 


48.36 


65C 


25G39 


65N 


32.45 


65C 


25C39 


23Q 


59.69 


65C " 


25C39 


66GA 


29.05 


26CD1 


2 503 9 


65N 


60.85 


26CD1 


25C39 


230 


40.56 


26CD1 


25C39 


66CA 


47 J 30 


65N ■ 


25C39 


230 


44.53 


65N 


25C39 


66CA 


61.43 


230 


25G39 


66CA 


77.82 


66N 


25040 


• 65CA; 


.'■ 49.46 


66N 


25O40 


26CD1 


65.76 


66N 


25O40 


65C 


■ 23.27 


66N 


25040 


660 


49.28 


66N 


25040 


66CA 


14.40 


66N 


25040 


26CG 


63.42 


66N 


25040 


65N 


61.07 


66N 


25O40 


26NE1 


58.78 


66N 


25040 


66C 


34.93 


66N 


25O40 


230 


92 .25 


66N 


25040 


26CB 


; 74.00 


66N 


25O40 


650 


24.57 


65CA 


25O40 


26CD1 


' 79.08 


65CA 


25O40 


65C 


27.14 


65CA 


25040 


660 


98,43; 


65CA ■ 


25O40 


66CA 


63.57 


65CA 


25040 


26CG 


90.14 


65CA 


25O40 


65N 


13.53 


65CA 


25040 


26NE1 


63,17 


65CA 


25O40 


66C 


84.39 


65CA 


25O40 


230 


63.91 


65CA 


25O40 


650 


28 . 53 


26CD1 


25040 


65C 


65.35 


26GD1 


25O40 


25SG 


80.06 


26CD1 


25O40 


660 


75.51 


26CD1 


25O40 


66CA 


61.87 


26CD1 


25O40 


26CG 


17.43 


26CD1 


25O40 


65N 


76.84 


26CD1 


25040 


26NE1 


16.20 


26CD1 


25O40 


66C 


66.92 


26CD1 


25O40 


230 


50.44 


26CD1 


25040 


26CB 


36.73 


26CD1 


25040 


650 


60.57 


26CD1 


25O40 


26N 


42.40 


65C 


25040 


660 


72.49 


65C 


25040 


66CA 


36.77 


65C 


25O40 


26CG 


70.55 


65C 


25O40 


65N 


37.88 


65C 


25O40 


26NE1 


52 . 57 


65C 


25O40 


66C 


57.85 
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65G 


2504° 


230 


74.40 


65C 


2504 0 


26CB 


86.99 


65C : 


25040 


650 . 


, ; 4;93^ 




2504 0 


26CG 


82.32 


25SG 


25O40 


26NE1 


89.52 




25O40 


230 


68.61 


25SG 


25O40 


26CB 


75.26 


25SG 


25O40 


2 6N 


44.90 


660 


25O40 


■ 66CA 


36.06 


^66#;A 


25040 


26CG 


60.15 


660 


25040 


26NE1 


82.09 


:.-;66o : ^^ 


25040 


66C 


15.20 


660 


25O40 


26CB 


51.97 


66Q 


25Q40 


650 


73 . 07 


660 


25O40 


26N ' 


81.84 


66CA 


25O40 


26CG 


55,19 


66CA 


25040 


65N 


74.60 


V';;V66)CA. T 


25O40 


26NE1 


59.26 


66CA 


250.40 


66G 


21.11 


^ ; :-66^: ; : 


25O40 


230 


98.28 


66GA 


25O40 


26CB 


62.10 


.;- ;l 66CX- 


25O40 


650 


37 .02 


66CA 


25040 


;;26i« : :;-. :: - 


91.86 


26CG 


25O40 


65N 


90.75 


26CG 


25O40 


26NE1 


31.46 


26CG 


25040 


66C 


54. 19 


26CG 


25O40 


230 


67^47 


26CG 


25O40 


26CB 


20.67 


26CG 


25O40 


650 


66.40 




25O40 


26N 


38.44 


65N 


25O40 


26NE1 


60; 66 


65N 


25O40 


66C 


95.71 


65N 


25040 


230 


52.18 


65N 


25O40 


650 


37.84 


26NE1 


25040 


66C 


70.37 


26NE1 


25O40 


230 


42.57 


26NE1 


25O40 


26CB 




26NE1 


25O40 


650 


47.64 


26NE1 


25O40 


26N 


-' ; ;:5;7:;31 : ; 


66C 


25O40 


26 GB 


52.36 


66C 


25O40 


650 


58; 10 


::; :: ;6«G:, ■;: 


25O40 


26N 


83 .81 


230 


25040 


26GB 


83.39 


■ : 


25O40 


650 


70.59 


230 


25O40 


26N 


67.33 


26GB 


25O40 


650 


83 .51 


26CB 


25040 


26N 


31.46 


■::25SG" : ' 


25N41 1610 


86.79 


25SG 


25N41 


161C 


87 . 19 


25SG 


25N41 


230 


62.77 


25SG 


25N41 


66N 


93.69 


1610 


25N41 


161C 


11.62 


65CA 


25N41 


230 


51.79 


65CA 


25N41 


65N 


15.59 


65CA 


25N41 


66N 


29.14 


230 


25N41 


65N 


44.44 


230 


25N41 


66N 


64 . 51 ' 


65N 


25N41 


66N 


44.25 


25SG 


25M42 


230 


85ibjB 




25N42 


23CA 


98.91 


25SG 


25N42 


23C 


83 .87 


25SG , 


25N42 1610 


78 .66 


25SG 


25N42 


25CB 


15. 26 


25SG ■ ; 


25N42 


25N 


39.74 


25SG 


25N42 


26CD1 


63 .71 


25SG 


25N42 


24N 


72 . 85 


230 


25N42 


23GA ; 


37.86 


230 ': 


25N42 


23C 


18 .24 


230 


25N42 


65CA 


60.94 


230 


25N42 


25CB 


79.36 


230 


25N42 


65N 


52.05 


230 


25N42 


25N 




230 


2SN42 


26CD1 


43.36 


230 


25N42 


24N 


25.15 


23CA 


25N42 


23C 


22.71 


23CA 


25N42 


65CA 


87 . 12 


23GA 


25N42 


25CB 


85.89 


23CA 


25N42 


65N 


70.74 


23CA 


25N42 


25N 


60,69 


23GA 


25N42 


26CD1 


80. 64 


23CA 


25N42 


24N 


29.02 


23G 


25N42 


65CA 


77 . 61 


23C 


25N42 


25CB 


74.03 


23C 


25N42 


65N 


65.78 


23C 


25N42 


25N 


44.16 


23G 


25N42 


26CD1 


58.52 


23C 


25N42 


24N 


11.74 


65CA 


25N42 


65N 


18.58 
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odCA 


2 5N42 


: 25N 


98.97 


65CA 


25N42 


26CD1 


51.99 


65GA 


"5 CVT4 *V 

25N42 


24N 


86.08 


1610 


25N42 


25CB 


84.39 


25GB 


25N42 


25N 


31.12 


25CB 


25N42 


26CD1 


68 .91 


25GB 


25N42 


24N 


62.41 


65N 


25N42 


25N 


97.62 


65N 


25N42 


x26GDl 


59.56 


65N 


25N42 


24N 


76.12 


25N 


25N42 


26CD1 


50 . 78 


25N 


25N42 


24N 


33.18 


26CD1 


2 5N42 


24N 


57 .77 


660 


25N43 


66N 


50.46 


660 


25N43 




15.63 


660 


25N43 


66CA 


35.78 


660 


25N43 


65CA 


83.97 


660 


25N43 


65C 


66.03 


660 


25N43 


67CZ 


75.44 


660 


25N43 


67CE2 


67.55 


660 


25N43 


67CE1 


68.04 


660 


25N43 


67N 


16.30 


66N 


25N43 


66C 


/ 39.54 ' ■ 


66N 


25N43 


66CA 


19.49 


66N 


25N43 


65CA 


35.70 


66N 


25N43 


65C 


15.67 


6 6N 


25N43 


67CE2 


84.94 


66N 


25N43 


67N 


47.36 


: 66C 


25N43 


66CA 


21.89 


66G 


25N43 


65CA 


75.04 


66C 


25N43 


: 65C , : 


55.08 


66C 


25N43 


67CZ 


72 .67 


66G 


25N43 


67CE2 


61.03 


66C 


25N43 


67CE1 


69.65 


66C 


25N43 


67N 


8.63 


66CA 


25N43 


65CA 


54.94 


66CA 


25N43 


65C 


34.13 


66CA 


25N43 


67CZ 


83.41 


66GA 


25N43 


67CE2 


68.23 


66GA 


25N43 


67CE1 


85.39 


66CA 


25N43 


■■:6m 


28.69 


65CA 


25N43 


65C 


21.08 


65CA 


25N43 


67N 


83.04 


65C 


25N43 


67CE2 


93.39 


65G 


25N43 


67N 


62.65 


67CZ 


25N43 


67CE2 


16.72 


67CZ 


25N43 


67CE1 


16.22 


67CZ 


25N43 


67N 


64 . 53 


67CE2 


25N43 


67CE1 


28.45 


67CE2 


25N43 


6?N 


53.83 


67CE1 


25N43 


67N 


61.03 
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Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of ; the inhibitor 2~;{N-.{3r : 
benzyloxylDenzoyl) ] -2 ^ 

leucinyl )] carbohydf azide . 



Atom 1 


Atom 2 


Atom 3 


Angle 


Atom 1 


Atom 2 


Atom 3 


Angle 


184CD1 


ft COI 

25C1 


1 ft A 

184GB 


1 A C A 

39 ; 64 


1- A A OTM 

184CD1 


25C1 


184CG 


20.72 


- 1 Q A 

104CD1 


25G1 


1840 


79 . 67 


184GD1 


ft PA1 

25G1 


180D1 


92 •08 


1 O A /T\1 

184CD1 


25C1 


184CA 


45 •35 


184CD1 


25C1 


1840 


65.57 


1 8 4CD1 


25C1 


18GG 


95 . 35 


184CD1 


25C1 


200 


95.11 


lo4CDl 


25G1 


184NE1 


15 . 46 


184GD1 


25C1 


184GD2 


28.37 


1B4CB 


25C1 


184GG 


22.78 


184CB 


25C1 


1840 


43>71 


1o4Ld 


2dC1 


1BOD1 


91 .44 


184GB 


ft OH 4 

25C1 


184CA 


22.80 




ZD CI 


loNDZ 


jo b . 3 9 


184GB 


ft CA1 

25C1 


184C 


35. 31 


1o4Cd 


zSCl 


18GG 


Oil Ail 

84 i 04 


184GB 


ft r oi 

25C1 


184NE1 


51.55 


1 Q Ann 


25C1 


"1 O A r»T\ft 

184GD2 


1A *\C 

34.26 


184CG 


25C1 


1840 


66.36 




Z DCl 


X84CA 


38.32 


1 O A OP 

184CG 


ft CaI 

25C1 


1 Ain 

184C 


56.18 


lo4tu 


Z 


18CG 


Aft »7 r% 

98 .73 


184CG 


ft CA1 

25G1 


184NE1 


29 .35 


1o4C<j 


ZOCl 


184CD2 


i r ft >- 

15.76 


1840 


25C1 


18001 


69.22 


lo40 


ZbCl 


184GA 


35 ; 76 


1840 


25C1 


18ND2 


48.03 


±o4U 


zbCl 


184G 


• 1 £■ ft 1 

16 .21 


1840 


25C1 


18CG 


54.71 


1 Q A r\ 


25C1 


184NE1 


93 .86 


1840 


25C1 


184CD2 


77 ; 07 


180D1 


25G1 


184GA 


68.65 


180D1 


25C1 


18ND2 


32.37 


180D1 


25C1 


184C 


63,21 


180D1 


25C1 


18GG 


16.11 


180D1 


25C1 


200 


62.46 


184GA 


25G1 


18ND2 


67.26 


184CA 


25C1 


184C 


20:72 


184CA 


25C1 


18GG 


62.00 


184GA 


25C1 


184NE1 


60.54 


184CA 


25C1 


184CD2 


53-33 


18ND2 


25C1 


184C 


51.16 


18ND2 


25C1 


18CG 


17.75 


18ND2 


25C1 


200 


89.83 


184C 


25C1 


18CG 


51.58 


184C 


25C1 


184NE1 


80.98 


184C 


25C1 


184CD2 


69.47 


18CG 


25C1 


206 


77.96 


200 


25C1 


184NE1 


90.38 


184NE1 


25C1 


184CD2 


28. 12 


180D1 


25C2 


184CA 


82.66 


180D1 


25C2 


200 


82.02 


180D1 


25G2 


18CG 


17.46 


180D1 


25C2 


2 ON 


42.19 


180D1 


25G2 


18ND2 


35.11 


180D1 


25C2 


1840 


74.48 


180D1 


25G2 


19CG 


79.73 


180D1 


25C2 


184C 


70.99 


180D1 


25C2 


1830 


67.05 
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180D1 


25C2 


20CA 


180D1 


25C2 


19N 


18001 


25C2 


19C 


18001 


25C2 


18CB 


184CD1 


25C2 


184CG 


184CD1 


25G2 


1840 


184CD1 


25C2 


184C 


184CD1 


25G2 


1830 


184CD1 


25C2 


184N 


184CD1 


25C2 


183C 


184CA 


25C2 


184CG 


184CA 


25C2 


184CB 


184CA 


25C2 


19CG 


184CA 


25C2 


184NE1 


184CA 


25C2 


19N 


184CA 


25C2 


184CD2 


184CA 


25C2 


18 GB 


200 


25G2 


20N 


200 


25C2 


20CA 


200 


25C2 


19N 


200 


25C2 


19C 


18CG 


25C2 


18ND2 


18CG 


25C2 


1840 


18CG 


25C2 


184C 


18CG 


25C2 


2 OCA 


lBCG 


25C2 


19N 


18CG 


25G2 


19C 


18CG 


25C2 


18CB 


184CG 


25G2 


1840 


184CG 


2SG2 


184C 


184C6 


25G2 


1830 


184CG 


25G2 


184N 


184GG 


2SC2 


183C 


20N 


25C2 


19CG 


20N 


25C2 


2 OCA 


2 ON 


25C2 


19N 


20N 


25C2 


19C 


2 ON 


25C2 


18CB 
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48.76 


18001 


25C2 


20C 


68.51 


41.49 


18001 


25C2 


184N 


80.79 


47.40 


18001 


25G2 


183C 


74.42 


20.67 


184GD1 


25G2 


184CA 


49.69 


20.47 


184CD1 


25G2 


184GB 


40.02 


80.18 


184GD1: 


25G2 


19CG 


63.56 


69,76 


184C01 


25G2 


184NE1 


15.99 


53.74 


184CD1 


25C2 


19N 


85.37 


44.38 


184CD1 


isc2 


184CD2 


23.21 


46.49 


184CA 


25C2 


18CG 


70.97 


39.55 


184CA 


25G2 


18ND2 


72 .06 


22.96 


::'.:184GA' : : :- : ;. 


25G2 


1840 


35.00 


83 .11 


184CA 


25G2 


184C 


20.65 


65.57 


184CA 


25C2 


1830 


40.23 


70.98 


184CA 


25C2 


184N 


13.04 


51.91 


184CA 


25C2 


183C 


28.28 


62.55 


200 


25G2 : 


18CG 


98.28 


45.78 


200 


25C2 


19CG 


69.54 


33.26 


200 


25C2 


20C 


13.52 


80.94 


200 


25C2 


2410H2 


94.87 


50.12 


18CG 


25C2 


2 ON 


59.60 


19.96 


18CG 


25C2 


184CB 


91.12 


57.44 


18CG 


25C2 


19CG 


91.35 


56.05 


18CG 


25G2 


1830 


66.77 


65.32 


18CG 


25C2 


20C 


84.82 


51.19 


18CG 


25C2 


184N 


72,42 


64.04 


18CG 


25C2 


183C 


70.48 


11.35 


184CG 


25C2 


184CB 


22. 17 


63.20 


184CG 


25C2 


19CG 


82.47 


56.51 


184CG 


25G2 


184NE1 


31.65 


60.77 


184GG 


25C2 


19N 


95.86 


40.46 


184CG 


25C2 


184GD2 


12.76 


49.79 


20N 


25C2 


18ND2 


76.27 


52.54 


2 ON 


25G2 


1830 


72.94 


19.39 


20N 


2SC2 


20C 


34.03 


38.18 


20N 


25C2 


184N 


99.39 


11.58 


20N 


25C2 


183C 


85.38 


59.41 


18ND2 


25C2 


184CB 


87.16 



WO 97/161 77 



PCT7US9dfl75!2 



18ND2 


25C2 


1840 


18102 


25C2 


1830 


18ND2 


25G2 


20C 


18ND2 


25C2 


184N 


18ND2 


25C2 


19G 


18ND2 


25C2 


18CB 


184GB 


25C2 


19CG 


184CB 


25C2 


184NE1 


184CB 


25C2 


19N 


184CB 


25C2 


2410H2 


184CB 


25C2 


183C 


1840 


25C2 


184C 


1840 


25C2 


1830 


1840 


25C2 


184N 


1840 


25C2 


184CD2 


1840 


25C2 


18GB 


19CG 


25C2 


184NE1 


19CG 


25C2 


2 OCA 


19CG 


25C2 


19N 


19CG 


25C2 


19C 


19CG 


25C2 


183C 


184C 


25C2 


184NE1 


184C 


25C2 


19N 


184C 


25C2 


184CD2 


184C 


25C2 


18GB 


184NE1 


25C2 


19N 


184NE1 


25C2 


184CD2 


1830 


25C2 


20CA 


1830 


25C2 


184N 


1830 


25C2 


184CD2 


1830 


25C2 


18CB 


20CA 


25C2 


19N 


20CA 


25C2 


18CB 


20C 


25C2 


2410H2 


20C 


25G2 


18CB 


19N 


25C2 


19C 


19N 


25C2 


18CB 


184N 


25C2 


184CD2 
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47 . 43 


18ND2 


25C2 


184C 


52.81 


80.93 


18ND2 


25C2 


2 OCA 


77.11 


94.81 
77.97 


18ND2 
:18ND2 


25C2 
25C2 


i9N 

2410H2 


70.92 
87.90 


82.49 


18ND2 


25C2 


\; ^83c - ■ 


81.11 


28.59 


184GB 


25C2 


::-,;i84o : . 


41.08 


93 .42 


184 GB 


25C2 


184C . 


35.36 


53.47 


184CB 


25C2 


:!:;i830: . 


58.06 


92.03 


184CB " 


25C2 


- : :#4N' 


30.81 


98.67 


184CB 


25C2 


184CD2 


32.23 


45.37 


184CB 


25C2 


f <*8Gb;- : -'' 


84.11 


16.82 


1840 


25C2 


184NE1 


94.48 


69 .02 


1840 


•••|5G?i:: 


19N ... 


87.53 


47.05 


- 


::: 2^C2:;< 


2410H2 


86.44 


71.78 


1840 


25G2 


18 3 C 


59.90 


55.54 


19CG 


25C2 


184C 


97.61 


62.79 


19CG 


25C2 


1830 


45.36 


67.99 


19CG : 


25C2 


20C 


68.52 


40.19 


19CG 


25C2 


184N 


70.06 


41.14 


19CG 


25C2 


184CD2 


86.47 


55.31 


19CG 


25C2 


18CB 


82.88 


85.37 


184C 


2SG2 


1830 


52.27 


73 . 95 


184C 


25C2 


184N 


31.18 


67 . 55 


184c 


25C2 


183C 


43.16 


50.40 


184NE1 


25C2 


1830 


65.82 


93 .08 


184NE1 


25G2 


184N 


60.22 


27.19 


184NE1 


25C2 


183C 


60.67 


92.25 


1830 


25C2 


19N 


35.35 


28.06 


1830 


25C2 


19C 


63.84 


71.98 


1830 


25C2 


183C 


12.70 


55.43 


20CA 


25C2 


20C 


19.77 


57 . 18 


20CA 


25C2 


19C 


29.86 


69. 00 


20C 


25C2 


19N 


71.24 


99.96 


20C 


25C2 


19C 


40.54 


88 .76 


19N 


25C2 


184N 


61.22 


30.91 


19N 


25C2 


183C 


47.43 


42 . 94 


184N 


25C2 


19C 


91.32 


53.18 


184N 


25C2 


183C 


15.60 
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184N 


25C2 


18CB 


62 . 40 


2410H2 


25C2 


184CD2 


94.01 


19C 


25C2 


183C 


76.51 


19G 


25C2 


18 GB 


61.35 


184CD2 


25C2 


183C 


: , 61. 73 


183C 


25C2 


18CB 


59.34 


200 


25C3 


19CG 


91.80 


200 


25C3 


2 ON 


53.46 


200 


25C3 


180D1 


:84.67 


■200 


25C3 


20C 


13.71 


200 


25C3 


2 OCA 


35.80 


200 


25C3 


19CD 


97.07 


20O 


25C3 


19G 




"200 


25C3 


19N 


89.89 


200 


25C3 


' 19CB 


82.19 


200 


25C3 


18CG 


93.78 


200 


25C3 


19CA 


^;7«;V;43-- 


200 


25C3 


19NE2 


84.73 


200 


25C3 


21N 




184CD1 


25C3 


19CG 


71.43 


184CD1 


25C3 


184NE1 


.• 19.86 


184CD1 


25C3 


19CD 


64. 18 


184CD1 


25C3 


184CG 


■ : ?15v:82: ; ;- 


184CD1 


25C3 


1830 


49.75 


184CD1 


25C3 




V#3?;-if : : 


184CD1 


25C3 


184CA 


39.91 


I84CD1 


25C3 


19CB 


82,78 


184CD1 


25C3 


18CG 


94.02 


184CD1 


25C3 


19CA 


;; -92.*6^\ 


^184GD1 


25G3 


19NE2 


76.30 


184CD1 


25C3 


184CB 


30.78 


184CD1 


25C3 


190E1 


50.83 


184CD1 


25C3 


184GE2 


22:67 


19GG 


25C3 


20N 


61.01 


19CG 


25C3 


18001 


; 81.71 


19CG 


25C3 


20G 


85 .09 


19CG 


25C3 


184NE1 


72.26 


19CG 


25C3 


2 OCA 


79.11 


19GG 


25C3 


19GD 


19 . 52 - : 


19GG 


25G3 


184CG 


85.19 


19CG 


25C3 


i9C 




19CG 


25C3 


1830 


45.20 


19CG 


25C3 


19N 


40.95 


19CG 


2 5C3 


184CA 


79.09 


19CG 


25C3 


19CB 


14.28 


19CG 


25C3 


18CG 


86 . 69 


19CG 


25C3 


19CA 


32,54 


19CG 


25C3 


19NE2 


29.74 


19CG 


25C3 


184CB 


89.69 


19GG 


25C3 


190E1 


27.37 


19CG 


25C3 


2 IN 


86:08 


19CG 


25C3 


184CE2 


83.99 


20N 


25C3 


180D1 


41.77 


2 ON 


25G3 


20C 


39.98 


20N 


25C3 


20CA 


21.31 


2 ON 


25C3 


19CD 


78.54 


20N 


25G3 


19C 


14.86 


20N 


25C3 


1830 


71.47 


2 ON 


25C3 


19N 


37166 


2 ON 


25C3 


184CA 


95 . 61 


20N 


25C3 


19CB 


46.74 


2 ON 


25C3 


18CG 


52.23 


2 ON 


25C3 


19CA 


30,40 


2 ON 


25C3 


19NE2 


78.92 


20N 


25C3 


190E1 


88.38 


2 ON 


25C3 


2 IN 


45.77 


18001 


25G3 


20C 


71.90 


18001 


25C3 


20CA 


50.00 


180D1 


25C3 


184CG 


95.90 


18001 


2SC3 


19C 


51.61 


18001 


25C3 


1830 


58.74 


180D1 


25C3 


19N 


40.87 


18001 


25G3 


184CA 


63.14 


180D1 


25C3 


19CB 


70.42 


180D1 


25C3 


18CG 


=10.53 


180D1 


25C3 


19CA 


52.41 
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180D1 


2SC3 


184CB 


79.52 


180D1 


25C3 


2 IN 


78.64 


20C 


25C3 


20GA 


22.29 


20C 


25C3 


19GD 


94.40 


2pC 


25C3 


19C 


46.10 


20C 


25C3 


19N 


77 . 60 


20C 


25C3 


19CB 


■■' ^3>57 


20C 


25C3 


18CG 


81.47 


20C 


25C3 


19GA ' 


64.92 


20C 


25C3 


19NE2 


84.78 


20C 


2SC3 


21N 


6.74 


184NE1 


25C3 


19GP 


58.87 


184NE1 


25C3 


184CG 


31.08 


184NE1 


25C3 


1830 


64.98 


184NE1 


25C3 


19N 


95.87 


184NE1 


25C3 


184CA 


59.73 


184NE1 


2SG3 


19CB 


85.90 


184NE1 


25G3 


19NE2 


66.72 


184NE1 


25G3 


184 GB 


48.57 


184NE1 


25C3 


190E1 


46.24 


184NE1 


i5G3 


184CE2 


11.83 


2 OCA 


25C3 


19CD 


94.19 


20CA 


25G3 


;■, . 19C 


33.03 


20GA 


25C3 


1830 


92.18 


20CA 


25C3 


19N 


58.66 


2 OCA 


25C3 


19CB 


65.28 


2 OCA 


2SG3 


18CG 


59.95 


20CA 


25C3 


19CA 


51.05 


20CA 


25C3 


19NE2 


90.04 


2 OCA 


25C3 


2 IN 


28.97 


19CD 


25C3 


184CG 


79.74 


19CD 


25C3 


19C 


63.74 


19CD 


25C3 


1830 


55.90 


19CD 


25C3 


19N 


60.04 


: 19CD 


25C3 


184CA 


84.73 


19CO 


25C3 


19CB 


32.93 


19CD 


25C3 


19CA 


51.74 


19CD 


25C3 


19NE2 


15.91 


19CD 


25C3 


184CB 


89.68 


19GD 


25C3 


190E1 


13.39 


19CD 


2SC3 


2 IN 


93 . 33 


19CD 


25C3 


184CE2 


70.59 


184CG 


25C3 


1830 


54.91 


184CG 


25C3 


19N 


88.52 


184CG 


25C3 


184GA 


32.83 


184CG 


25C3 


19CB 


95.04 


184CG 


25C3 


18CG 


87.10 


184GG 


25C3 


19NE2 


92.12 


184CG 


25C3 


184CB 


17.79 


184CG 


25C3 


190E1 


66.46 


184CG 


25C3 


184CE2 


27.27 


19C 


25C3 


1830 


65.15 


19C 


25C3 


19N 


32.44 


19C 


25C3 


184CA 


94 . 94 


19C 


25C3 


19CB 


32.53 


19C 


25G3 


18CG 


61.42 


19C 


25C3 


19CA 


18.94 


19C 


25C3 


19NE2 


64.39 


19C 


25C3 


190E1 


73; 97 


19C 


25C3 


2 IN 


50.41 


1830 


25C3 


19N 


33 , 87 


1830 


25C3 


184CA 


35.08 


1830 


25G3 


19CB 


47; 01 


1830 


25C3 


18GG 


56.73 


1830 


25G3 


19CA 


47.13 


1830 


25C3 


19NE2 


71.34 


1830 


25C3 


184CB 


50.06 


1830 


25C3 


190E1 


50 . 42 


1830 


25C3 


184CE2 


72.00 


19N 


25C3 


184CA 


62.75 


19N 


25C3 


19CB 


31.18 


19N 


25C3 


18CG 


46.02 


19N 


25C3 


19CA 


17.94 


19N 


25C3 


19NE2 


69.90 


19N 


25C3 


184CB 


80.68 


19N 


25C3 


190E1 


63.48 
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19N 


25C3 


21N 


82.11 


184CA 


25C3 


19CB 


82.09 


184CA 


25C3 


18CG 


54.80 


184CA 


25C3 


19CA 


79.48 


184CA 


25C3 


184CB 


18.58 


184CA 


25C3 


190E1 


74.55 


184GA 


2SC3 


184CE2 


59.43 


19CB 


25C3 


18CG 


76.90 


19CB 


2SC3 


19CA 


18.91 


19CB 


25C3 


19NE2 


39.32 


19CB 


25C3 


184CB 


95.96 


19CB 


25C3 


190E1 


41.65 


19GB 


25C3 


21N 


75.62 


19CB 


25C3 


184CE2 


97.49 


18CG 


25C3 


19CA 


59.97 


18CG 


25C3 


184CB 


70.15 


18CG 


25C3 


2 IN 


88.18 


19CA 


25C3 


19NE2 


57 . 54 


19CA 


25C3 


184CB 


96.61 


19CA 


25C3 


190E1 


59.34 


19CA 


2SC3 


2 IN 


68.88 


19NE2 


25C3 


190E1 


26.89 


;':;;i9NE2' 


25C3 


2 IN 


82.33 


19NE2 


25C3 


184CE2 


77.62 


184CB 


25C3 


190E1 


77.28 


184CB 


25C3 


184CE2 


44.87 


190E1 


25C3 


184CE2 


58.06 


200 


25C4 


20C 


5.29 


200 


25C4 


19CG 


73.30 


200 


25C4 


2 ON 


37.40 


20O 


25C4 


2 OCA 


22.70 


200 


25C4 


19CD 


84.35 


200 


25C4 


180D1 


61.35 


200 


25C4 


19NE2 


78.63 


184CD1 


25C4 


184NE1 


19.87 


184CD1 


25C4 


19CG 


58.10 


184CD1 


25C4 


2 ON 


90.23 


184CD1 


25C4 


184CG 


14.72 


184CD1 


25C4 


19CD 


55.97 


184CD1 


25C4 


184CE2 


27.01 


184CD1 


25C4 


180D1 


75.63 


184CD1 


25C4 


19NE2 


69.64 


184NE1 


25C4 


19CG 


63.14 


184NE1 


25C4 


184CG 


28.26 


184NE1 


25C4 


19CD 


53.91 


184NE1 


25C4 


184CE2 


14.23 


184NE1 


25C4 


180D1 


94.59 


184NE1 


25C4 


19NE2 


63 .81 


20C 


25C4 


19CG 


69.98 


20C 


25C4 


20N 


32.25 


20C 


25C4 


2 OCA 


17.47 


20C 


25C4 


19CD 


82.18 


20C 


25C4 


180D1 


56.22 


20C 


25C4 


19NE2 


77 .77 


19CG 


25C4 


2 ON 


46.51 


19CG 


25C4 


184CG 


71.25 


19CG 


25C4 


20CA 


62.49 


19CG 


25C4 


19CD 


18.45 


19CG 


25C4 


184CE2 


77.31 


19CG 


25C4 


180D1 


59.85 


19CG 


25C4 


19NE2 


29.19 


20N 


25C4 


184CG 


96.60 


2 ON 


25C4 


2 OCA 


17.63 


20N 


25C4 


19CD 


63.68 


20N 


25C4 


180D1 


30.95 


20N 


25C4 


19NE2 


67.31 


184CG 


25C4 


19CD 


70.61 


184CG 


25C4 


184CE2 


27.62 


184CG 


25C4 


180D1 


75.70 


184CG 


25C4 


2410H2 


87.84 


184CG 


25C4 


19NE2 


84.36 


20CA 


25C4 


19CD 


78.25 


2 OCA 


25C4 


180D1 


38.85 


20CA 


25C4 


2410H2 


97.61 


2 OCA 


25C4 


19NE2 


78.54 


19CD 


25C4 


184CE2 


67.82 
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19CD 


25C4 


180D1 


78.00 


l9CD 


25C4 


19NE2 


15.45 


184GE2 


25C4 


2410H2 


99 . 63 


184CE2 


25C4 


19NE2 


76.63 


180D1 


25C4 


2410H2 


82.91 


180D1 


25G4 


19NE2 


87.95 


200 


25G5 


184CD1 


97.18 


184CD1 


2 505 


184NE1 


18.35 


184CD1 


25G5 


184CG 


16.64 


184CD1 


25C5 


184GE2 


27.73 


184GD1 


25C5 


184CD2 


26,39 


184NE1 


25C5 


184CG 


28.44 


184NE1 


25C5 


184CE2 


16.30 


184NE1 


25C5 


184CD2 


26.54 


184CG 


25CS 


184CE2 


27.87 


184CG 


25C5 


184CD2 


16.56 


184CE2 


25C5 


184CD2 


16.34 


184CD1 


25C6 


184CG 


18.54 


184CD1 


2SG6 


184CB 


33.62 


184CD1 


25C6 


184NE1 


17.14 


184CD1 


25C6 


200 


88 . 08 


184CD1 


25C6 


184CD2 


28.33 


184CD1 


25C6 


184CE2 


26.95 


184CG 


25C6 


184CB 


19.13 


184CG 


25C6 


184NE1 


29.00 


184CG 


25C6 


184CD2 


17.43 


184CG 


25C6 


184CE2 


27.74 


184CB 


25G6 


184NE1 


47.54 


184 GB 


25C6 


184CD2 


32.76 


184CB 


25C6 


184CE2 


46.38 


184NE1 


25C6 


200 


88.62 


184NE1 


25C6 


184CD2 


27.82 


184NE1 


25C6 


184CE2 


16.20 


184CD2 


25C6 


184CE2 


16.68 


20O 


25C7 


20C 


5.94 


20O 


25C7 


19NE2 


91.02 


20O 


25C7 


19CG 


72.12 


200 


25C7 


19CD 


89.31 


20O 


25C7 


21CA 


34.14 


20O 


25C7 


220 


65. 12 


20O 


25C7 


2 IN 


17 . 69 


20O 


25C7 


21C 


46.47 


20C 


25C7 


19NE2 


86.13 


20C 


25C7 


19GG 


69.33 


20C 


2SC7 


19CD 


85.63 


20C 


25C7 


21CA 


31.54 


20C 


25C7 


220 


59.23 


20C 


25G7 


21N 


14.16 


20C 


2SC7 


21C 


42.01 


19ME2 


25C7 


19CG 


32.17 


19NE2 


25C7 


184NE1 


66.44 


19NE2 


25C7 


19CD 


17.05 


19NE2 


25C7 


21CA 


93.37 


19NE2 


25C7 


220 


37.10 


19NE2 


25C7 


184CD1 


69.09 


19ME2 


25C7 


21N 


87.99 


19NE2 


25C7 


21C 


79.11 


19CG 


25C7 


184NE1 


58-99 


19GG 


25G7 


19CD 


19.56 


19CG 


25G7 


21CA 


91.19 


19CG 


25C7 


220 


50.36 


19CG 


25C7 


184CD1 


52.04 


19CG 


25C7 


2 IN 


77.89 


19CG 


25G7 


21C 


84 . 98 


184NE1 


25C7 


19CD 


53.40 


184NE1 


25C7 


184CD1 


16.66 


19CD 


25C7 


220 


49.22 


19CD 


25C7 


184CD1 


53. 17 


19CD 


25C7 


2 IN 


91.50 


19CD 


25G7 


21C 


90.15 


21CA 


25C7 


220 


56.87 


21CA 


25C7 


2 IN 


17 .50 


21CA 


25C7 


21C 


18.03 


220 


25C7 


2 IN 


55.41 


220 


25C7 


21C 


42.02 


2 IN 


25C7 


21C 


28.94 
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19NE2 2508 19CD 

19NE2 2508 200 

19NE2 2508 190E1 

19NE2 2508 184CD1 

19CD 2508 184NE1 

19CD 2508 19CG 

19CD 2508 220 

19CD 2508 184CE2 

184NE1 2508 190E1 

184NE1 2508 184CE2 

200 2508 190E1 

200 2508 184CD1 

19CG 2508 220 

19CG 2508 184CE2 

190E1 2508 184CD1 

184001 2508 184CE2 

19NE2 25C9 19CD 

162ND1 25C11 184CZ2 

184CZ2 25C11 162CE1 

162ND1 25C14 162CB 

162ND1 25C14 162CA 

162KD1 25C14 184CZ2 

162ND1 25C14 161001 

162ND1 25C14 162NE2 

162ND1 25C14 25SG 

162CG 25C14 162CE1 

162CG 25C14 1610 

162CG 25C14 162CD2 

162CG 25C14 162N 

162CG 25C14 161C 

162CB 25C14 162CE1 

162CB 25C14 1610 

162CB 25C14 162CD2 

162CB 25C14 162N 

162CB 25C14 161C 

162CE1 25C14 162CA 

162GE1 2SC14 184CZ2 

162GE1 25C14 162N 
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20 . 48 


19NE2 


2508 


184NE1 


81.3? 


89.30 


19NE2 


2508 


f ':. : ;ii?cG : v> 


ll 35 .60 


30.68 


19NE2 


2508 


''• ; ;220-4' 


40.85 


79.20 


19NE2 


2508 


184CE2 


92.69 


63.10 


19GD 


2508 


: 200 


■ 86> 55 


21.39 


19CD 


' 2508 


190E1 


15.46 


55.33 


19GD 


2508 


184CD1 


58v99 


75.44 


184NE1 


2508 


19CG 


: ^ ; ;65v3:9i. 


50.75 


184ME1 


2508 


184CD1 


16.57 


13.19 


200 


2508 


19CG 


66.59 


99.26 


200 


2508 




62.20 


90.68 


19CG 


2508 


iSOEl 




53.93 


19CG 


2508 


184CD1 




78.58 


190E1 


2508 


220 ' 


69 .68 


50.54 


190E1 


2508 


184GE2 


62.13 


26.99 


19NE2 


2 509 


184NE1 


68.02 


15.81 


184NE1 


25G9 


19CD 


52.53 


58.70 


162ND1 


25C11 


162CE1 


15.57 


49.86 


162ND1 


25C14 


162CG 


20.80 


38.90 


162ND1 


25C14 


162GE1 


17. 70 


43.05 


162ND1 


25C14 1610 


71.97 


66.72 


162MD1 


25C14 


162CD2 


25. 28 


87 .80 


162ND1 


25C14 


162N 


60.63 


23.20 


162ND1 


25C14 


1610 


71.88 


43.89 


162CG 


25C14 


162CB 


21.88 


32.41 


162CG 


25C14 


162CA 


35.32 


70. 65 


162CG 


25C14 184CZ2 


61.27 


14.29 


162CG 


25C14 1610D1 


69.93 


50.52 


162CG 


25G14 162NE2 


26.85 


65.13 


162CG 


25C14 


25SG 


60 . 65 


53.68 


162CB 


25C14 


162CA 


20.45 


55.44 


162 GB 


25C14 


184CZ2 


75.70 


33.63 


162CB 


25C14 


1610D1 


49 ; 02 


30.67 


162CB 


25G14 


162NE2 


48. 52 


46.38 


162GB 


25C14 


25SG 


66.67 


60.62 


162CE1 


25C14 


1610 


88.83 


55.07 


162CE1 


25C14 


162CD2 


27 .92 


78.11 


162CE1 


25C14 


162NE2 


14.38 
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162CE1 25C14 16 1C 

162CA 25C14 1610 

162CA 25C14 162GD2 

162CA 25C14 162M 

162CA 25C14 161C 

1610 25C14 162CD2 

1610 25C14 162N 

1610 25C14 161C 

184CZ2 25C14 162CD2 

184CZ2 25C14 162NE2 

162CD2 25C14 162N 

162CD2 25C14 161C 

1610D1 25C14 162N 

1610D1 25C14 161C 

162N 25C14 16 1C 

162NE2 25C14 161C 

161C 25G14 25SG 

162CB 25015 162CG 

162CB 25015 162CA 

162CB 25015 162CD2 

162CB 25015 184CZ2 

162CB 25015 161C 

162GB 25015 137CB 

162GB 25015 1370 

162CB 25015 184CH2 

162ND1 25015 162CA 

162ND1 25015 162C02 

162ND1 25015 184CZ2 

162ND1 25015 161C 

162ND1 25015 137CB 

162CG 25015 1610D1 

162CG 25015 162CE1 

162CG 25015 162N 

162CG 25015 162NE2 

162CG 25015 1610 

162CG 25015 161CG 

162CG 25015 184CH2 

1610D1 25015 162CD2 



TABLE XV 



89.56 


162CE1 


25G14 


25SG 


51.14 


35.99 


162CA 


25C14 


184CZ2 


94.99 


49.43 


162CA 


25C14 


1610D1 


50.42 


17.63 


162CA 


25C14 


162NE2 


60.81 


30.12 


162CA 


25C14 


25SG 


53.36 


84.93 


1610 


25C14 


1610D1 


' 54.15 


27.79 


1610 


25C14 


162NE2 ■ 


93.77 


14.72 


1610 


25C14 


■ 25SG 


53 ; 31 


47.18 


184CZ2 


25C14 


; 16li>Dl 


98.34 


43.71 


162CD2 


25G14 


i6ippi 


77.69 


63.80 


162CD2 


25C14 


162NE2 


16.69 


78.91 


162CD2 


25C14 


25SG ; 


69; 06 


36 . 11 


1610D1 


25C14 


162NE2 


. ; 94 . 34 


39,94 


162N 


25C14 


162NE2 


77.07 


15.92 


162N 


25C14 


25SG 


64.86 


90.92 


162NE2 


25C14 


25SG 


64.04 


63.90 


162GB 


25015 162ND1 


47.26 


27.43 


162CB 


25015 


1610P1 


63.34 


23 .06 


162CB 


25015 i62CEl 


60vl0 


40.37 


162GB 


25015 


162N 


35.92 


91.76 


162GB 


25015 


162NE2 


55.17 


52.53 


162CB 


25015 


1610 


60.45 


54.06 


162GB 


25015 


161CG 


69.17 


87.23 


162GB 


25015 


161CB 


73.81 


88.25 


162ND1 


25015 


162GG 


25.12 


49.83 


162ND1 


25015 


162CE1 


16.98 


32.89 


162ND1 


25015 


162N 


70.32 


74.09 


162ND1 


25015 


162NE2 


26.96 


78.97 


162ND1 


25Q15 


1610 


74.28 


88.45 


162ND1 


25015 


184CH2 


81.61 


90.25 


162CG 


25015 


162CA 


41.57 


33.66 


162CG 


25015 


162CD2 


17.25 


60.35 


162CG 


25015 


184CZ2 


70.97 


28 .08 


162CG 


25015 


161C 


74.63 


77.02 


162CG 


25015 


137CB 


63.77 


96.60 


162GG 


25015 


1370 


97.22 


72.59 


1610D1 


25015 


162CA 


61.62 


98.29 


1610D1 


25015 


162N 


43.32 
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1610D1 


25015 


161C 


45.80 


1610D1 


25015 


1610 


60.74 


1610D1 


25015 


137CB 


55.90 


1610D1 


25015 


161CG 


11.21 


1610D1 


25015 


1370 


59.03 


1610D1 


25015 


161CB 


28.61 


162CA 


25015 


162CE1 


66.36 


162CA 


25015 


162CD2 


58.17 


162CA 


25015 


162N 


20.56 


162GA •: 


25015 162NE2 


68 .37 


162CA 


25015 


161C 


33.06 


162CA 


25015 1610 


37.86 


162CA 


25015 


137CB 


73.81 


k-*62/GAr 


25015 


161CG 


62.82 


162CA 


25015 


161CB 


60.45 


162GE1 


25015 


162CD2 


31.95 


162CE1 


25015 


162N 


86.92 


162GE1 


25015 


184CZ2 


59J12 


162CE1 


25015 


162NE2 


17 .11 


162CE1 


25015 


161C 


■ 95.94 


162CE1 


25015 


1610 


90 .42 


162GE1 


25015 


137CB 


90; 07 


162CE1 


25015 


184CH2 


68.68 


162GD2 


25015 


162N 


75 .70 


162CD2 


25015 184CZ2 


53.94 


162CD2 


25015 


162NE2 


17.99 


162CD2 


25015 


161C 


91.05 


162GD2 


25015 1610 


94.26 


162CD2 


25015 


137CB 


58.26 


162CD2 


25015 1370 


88.29 


162CD2 


2501S 


184CH2 


55.47 


162N 


25015 


162KE2 


88,07 


162N 


25015 


161C 


17 .35 


162N 


25015 


1610 


30.00 


162N 


25015 


137CB 


72 . 58 


162N 


25015 


161CG 


42.77 


162N 


25015 


1370 


95 .02 


162N 


25015 


161CB 


40.21 


184CZ2 


25015 


162NE2 


47.88 


184CZ2 


25015 


137CB 


69 . 04 


184CZ2 


25015 


1370 


71.73 


184CZ2 


25015 


184GH2 


14.31 


162NE2 


25015 


1610 


99.69 


162NE2 


25015 


137CB 


74 . 12 


162NE2 


25015 


184CH2 


54.65 


161C 


25015 


1610 


15,92 


161C 


25015 


137GB 


87.40 


161C 


25015 


161CG 


40.49 


161C 


25015 


161CB 


30.37 


1610 


25015 


161CG 


53.91 


1610 


25015 


161CB 


39.98 


137CB 


25015 


16 ICG 


67 .10 


137 GB 


25015 


1370 


34.26 


137CB 


25015 


161CB 


84.07 


137CB 


25015 


184CH2 


56.32 


161CG 


25015 1370 


67.49 


161CG 


25015 161CB 


17.89 


1370 


25015 161CB 


84.60 


1370 


25015 


184CH2 


57.69 


162ND1 


25N16 


25SG 


57.00 


162ND1 


25N16 


1610 


81.16 


162ND1 


25N16 


162CE1 


17.28 


162ND1 


25N16 


162CG 


17 .24 


162ND1 


25N16 


162CA 


44.41 


162ND1 


25N16 


162CB 


35.55 


162ND1 


25N16 


161C 


76.08 


162ND1 


25N16 


25CB 


47 . 59 


162ND1 


25N16 


162N 


61.35 


162ND1 


25N16 


19NE2 


78.00 


25SG 


25N16 


1610 


66.73 


25SG 


25N16 


162GE1 


60.44 


25SG 


25N16 


162CG 


69.41 


25SG 


25N16 


162CA 


62.55 


25SG 


25N16 


162CB 


74.95 


25SG 


25N16 


161C 


75.51 


25SG 


25N16 


25GB 


22.32 



Mo 



W097/16177 



PCT/US96/17512 



TABLE XV 



25SG 


25N16 162N 


74.12 


25SG 


25N16 


19NE2 


65.05 


1610 


25N16 162CE1 


97.79 


1610 


25M16 


162CG 


74.22 


1610 


25N16 162GA 


38.96 


1610 


25N16 


162CB 


57.51 


1610 V 


2SN16 161C 


14 .31 


1610 


25N16 


25CB 


86 .73 


1610 


25N16 162N 


28; 02 


162CE1 


25N16 162GG 


31.36 


162CE1 


25N16 162CA 


61.69 


162CE1 


25N16 


162CB 


51.34 


162CE1 


25N16 


;i6;iC: 


93.35 


162CE1 


25N16 


25CB . 


44.14 


162CE1 


25N16 


162N 


78.58 


162CE1 


25N16 


19NE2 


62.97 


162CG 


25N16 


162CA 


35.27 


162GG 


25N16 


162 GB 


20.22 


162CG 


25N16 


161G 


65.76 


162CG 


25N16 


25CB 


63.85 


162CG 


25N16 


162N 


49.75 


162CG 


25N16 


19NE2 


94.18 


162CA 


25N16 162CB 


20.52 


162CA 


2SN16 


161C 


31.69 


162CA 


25N16 


2SCB 


71.57 


162CA 


25N16 


162N 


17.61 


162 GB 


25N16 


161G 


47.01 


162CB 


25N16 


25GB 


76.68 


162CB 


25N16 162N 


30.74 


161C 


25N16 


25CB 


92.93 


161C 


25N16 


162N 


16.27 


25CB 


25N16 


162N 


87 .03 


25CB 


25N16 


19NE2 


47.50 


25SG 


25N17 


162ND1 


74.24 


25SG 


25N17 


162CA 


87.90 


25SG 


25N17 


162CG 


86.46 


25S6 


25N17 162CB 


97.30 


25SG 


25N17 


25GB 


24 .15 


25SG 


25N17 


162CE1 


70.19 


25SG 


25N17 


163N 


54.13 


25SG 


25N17 


162C 


71.67 


25SG 


25N17 


162CD2 


84.79 


1610 


25N17 


162CA 


52.13 


1610 


25N17 


161C 


16.50 


1610 


25N17 


162CG 


92.62 


1610 


25N17 


162GB 


71.30 


1610 


25N17 


162N 


34.71 


1610 


25N17 


163M 


65.25 


1610 


25N17 


162C 


55.77 


1610 


25N17 


161CA 


17.53 


162ND1 


25N17 


162CA 


56.42 


162ND1 


25N17 161C 


95.91 


162ND1 


25N17 


162CG 


18.78 


162ND1 


25N17 


162CB 


41.07 


162MD1 


25N17 


162N 


76.00 


162ND1 


25N17 


25CB 


57.57 


162ND1 


25N17 


162CE1 


14.79 


162ND1 


25N17 


16 3N 


54.56 


162ND1 


25M17 


162C 


55.20 


162ND1 


25N17 


162CD2 


12.12 


162CA 


25N17 


161C 


40.29 


162GA 


25N17 


162CG 


41.09 


162CA 


25N17 


162CB 


23.23 


162CA 


25N17 


162N 


21.53 


162CA 


25N17 


25CB 


91.56 


162CA 


25N17 


162CE1 


71.02 


162CA 


25N17 


163N 


33.82 


162CA 


25N17 162C 


16 . 39 


162CA 


25N17 


161CA 


50.27 


162CA 


25N17 


162CD2 


49.51 


161C 


25N17 


162CG 


78 . 57 


161C 


2SN17 


162CB 


56.40 


161C 


25N17 


162N 


19.96 


161C 


25N17 


163N 


62.31 


161C 


25N17 


162C 


48.62 


161C 


25N17 


161CA 


10.96 
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161C 


25N17 


162CD2 


162CG 


25N17 


162N 


162CG 


25N17 


162CE1 


162CG 


25N17 162C 


162CG 


25M17 


162CD2 




25N17 


25CB 




25N17 161CA 


162N 


25N17 


162CE1 


162N ; 


25N17 


162C 


162N 


25N17 


162CD2 


25CB 


25N17 


163N 


25CB 


25N17 162CD2 


162CE1 


25N17 


162C 




25N17 


162C 


163N 


25N17 


162CD2 


162C 


25N17 


162CD2 


184NE1 


25C18 


19NE2 


184NE1 


25C18 


162ND1 


184NE1 


25C18 


19CD 


184NE1 


25C18 


184CE2 


19NE2 


25C18 162CE1 


19NE2 


25C18 


190E1 


184CZ2 


25C18 


162ND1 


184CZ2 


25C18 


19CD 


184CZ2 


25C18 


184CE2 


162ND1 


25C18 


19CD 


162ND1 


25C18 184CE2 


162CE1 


25C18 


190E1 


19CD 


25C18 


190E1 


190E1 


25C18 


184CE2 


25SG 


25C19 


1610 


25SG 


25C19 


25N 


25SG 


2SC19 


230 


25SG 


25C19 


162CA 


25SG 


25C19 


23C 


25SG 


25C19 


161C 


25SG 


2SC19 


19QE1 
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87.05 


162CG 


2SN17 


162CB 


22.57 


58.64 


162CG 


25N17 


25GB 


73 . 95 


33.00 


162CG 


25N17 


163N 


51.02 


44.96 


162CG 


25M17 


161CA 


86.42 


8.55 


162CB 


25N17 


162N 


36.69 


91.50 


162CB 


25N17 


162CE1 


55.54 


48.31 


162CB 


25N17 


162C 


34; 62 


63.87 


162CB 


25N17 


162CD2 


30.83 


90.79 


162N 


25N17 


163N 


50.48 


33.85 


162N 


25N17 


161CA 


29.03 


67.15 


25CB 


25N17 


162CE1 


49.52 


61.60 


25CB 


25N17 


162C 


77 .64 


69.50 


162CE1 


25N17 


163N 


64.51 


68.30 


162CE1 


25N17 


162CD2 


25.14 


17.55 


163N 


25N17 


161CA 


73.19 


56 .08 


162C 


25N17 


161CA 


S9.51 


52.20 


161CA 


25N17 


162CD2 


94.68 


72.19 


184NE1 


25C18 


184CZ2 


34 . 15 


64.76 


184NE1 


25C18 


162CE1 


49.26 


55.65 


184NE1 


25C18 


190E1 


48.22 


16.77 


19NE2 


25C18 


162ND1 


74.92 


65 .60 


19NE2 


25C18 


19CD 


16 .66 


29.19 


19NE2 


25C18 


184CE2 


88.46 


61.13 


184CZ2 


25C18 


162CE1 


54.08 


87.16 


184CZ2 


25C18 


190E1 


75.81 


17.74 


162ND1 


25C18 


162CE1 


17.06 


67.56 


162ND1 


25C18 


190E1 


52.95 


64.20 


162CE1 


25C18 


19CD 


54.80 


39.41 


162CE1 


25C18 


184CE2 


S2.06 


15.45 


19CD 


25C18 


184CE2 


71.81 


62.64 


25SG 


25C19 


25GB 


30 .92 


96.60 


25SG 


25C19 


162101 


68.37 


49.94 


25SG 


25C19 


25CA 


32.83 


90.89 


25SG 


25C19 


162CE1 


65.52 


73.52 


25SG 


25C19 


19NE2 


86.96 


92.63 


25SG 


25C19 


163N 


42.91 


94.64 


25SG 


25C19 


162CG 


71.57 


68.21 


25SG 


25C19 


25C 


20.12 
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25$G 

■ 25<2B 
25CB 
25CB 
25CB ; 
25CB . 

■ 25CB 
1610 
1610 
1610 
162ND1 
162ND1 
162ND1 
162ND1 
162MD1 

25N . 
■y:25N-- : 

25N 

25N '. 

25N 

25CA ; 

25CA 

25CA 

25CA 

25CA 

230 

230 
^230 
162CE1 
162CE1 
162CE1 
162CE1 
162CA 
162CA 
162CA 

19NE2 

19NE2 



25G19 
25C19 
2SC19 
25C19 
25C19 
v2f5Cl? ; 
25C19 
2SC19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25019 
25G19 
25019 

25G19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25G19 
25C19 
25C19 
25G19 
25C19 



26N 

25N 

230 
162CA 

23C 

23CA 

190E1 

2 6N ' 
162CE1 
163N 
162GG 

25CA 
162CA 
163N 
162CG 

25G 

25GA 
162CE1 

23C 

23CA 

25C 

230 

19NE2 
163N 
162CG 

25C 

19NE2 

23CA 

25C 
162CA 
163N 
162CG 

25C 
163N 
162CG 

25C 

23C 
162CG 



TABLE XV 
28.60 25CB 



36.66 

86.02 

86.55 

79.82 

90.53 

37.70 

42.42 

96.21 

57.58 

68.74 

77.47 

42.69 

49.40 

11.30 

81.37 

20.26 

81.63 

44 .73 

59.48 

30.33 

69.09 

56.58 

73.45 

85.89 

17.28 

67.81 

30.61 

71.99 

58.48 

59.21 

27.50 

73.76 

31.32 

31.93 

93.49 

52.36 

90.36 



25GB 
25GB 
25GB 
25CB 
25CB 
25 GB 
1610 
1610 
1610 
162ND1 
162ND1 
162ND1 
162ND1 
162ND1 
162ND1 
25N 
25N 
25N 
25N 
25N 
25CA 
25CA 
25CA 
25CA 
25CA 
230 
230 
230 
162CE1 
162CE1 
162CE1 
162CE1 
162CA 
162GA 
162CA 
19NE2 
19NE2 



25C19 
25G19 
25C19 
25C19 
25C19 

25C19 

25C19 

25G19 

25C19 

25G19 

25C19 

25C19 

25C19 

25G19 

25C19 

25G19 

25C19 

25C19 

25C19 

25019 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25G19 

25C19 

25G19 

25C19 

25G19 

25C19 

25C19 



162ND1 

25GA 
162CE1 

19NE2 
163N 
162CG 

25C 
162ND1 
162CA 
161C 

25N 
162CE1 

19NE2 
16 1C 

190E1 

26N 

230 

19NE2 
163N 

190E1 

26N 
162CE1 

23C 

23CA 

190E1 

26N 

23C 

190E1 

26N 

19NE2 
161C 

190E1 

26N 
161C 

190E1 

26N 

23CA 

190E1 



59.73 
17.74 
48.75 
56.95 
62.99 

68.32 
26,97 
80.02 
38>78 
9 .12 

9545 
16.21 
79.46 
71.09 
54.54 
95.47 
49.36 
50.17 
92,43 
52.21 
33.58 
66.04 
64.91 
78.58 
46.47 
29.70 
15.74 
88.93 
63 . 05 
63 . 81 
87.29 
38.34 
89 . 08 
30.71 
96.39 
99.54 
47 . 51 
27.54 
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19NE2 


25C19 


25C 


73.76 


19NE2 


2SC19 


26N 


82.78 


23C 


25C19 


23CA 


18.96 


23C 


25C19 


190E1 


75.13 


23C 


25C19 


25G . 


72.57 


23C 


25C19 


26N 


■ 674 65 


163N 


25G19 161C 


53. 30 


163N 


25C19 


162GG 


44.32 


163N 


25C19 


190E1 


88.05 


163N 


25C19 


• -^sg; ■ 


63.02 


163N 


25C19 


26N 


68.23 


23CA 


25C19 


190E1 


74.37 


23CA . 


25C19 


25C • : . 


89.19 


23CA 


25G19 


26N ; : 


86v09 


16 ic 


25C19 


162CG 


59.79 


162GG 


25C19 


190E1 


. 65.83 


162CG 


25C19 


25C 


87.18 


162GG 


25C19 


26N 


^?9,si;- 


190E1 


25C19 


25C 


62.33 


190E1 


25C19 


:-;;|6n:''? 


?6vl6 


25C ' ' ■ 


25C19 


26N 


15.58 


25SG 


25020 


25GB 


34.29 


25SG 


25020 


25N 


58.41 


25SG 


25O20 


230 


■ 94.11 


25SG 


25O20 


162ND1 


57.05 


25SG 


25020 


25CA 


. 42/72 


25SG 


25020 


190E1 


79.03 


25SG 


25O20 


19CD 


" 92.36 


25SG 


25020 


24N 


95.32 


25SG 


25O20 


162CE1 


62.12 


25SG 


25020 


1610 


62.41 


25SG 


25O20 


24C 


65.93 


25 GB 


25O20 


19NE2 


70.39 


25CB 


25020 


23C 


93 .15 


25CB 


25020 


25N 


40 . 44 


25CB 


25O20 


230 


94.44 


25CB 


25O20 


162ND1 


54.11 


25CB 


25O20 


25CA 


19.78 


25CB 


25020 


190E1 


46.09 


25CB 


25O20 


19CD 


58.16 


25CB 


25020 


24N 


78.39 


25CB 


25O20 


162CE1 


47.36 


25CB 


2502 0 


1610 


92.37 


25CB 


25020 


24G ; 


49.33 


19NE2 


25O20 


23CA 


63.45 


19NE2 


25O20 


23C 


67 . 92 


19NE2 


25020 


25N 


61.15 


19NE2 


25O20 


230 


85.94 


19NE2 


25O20 


162MD1 


88.31 


19NE2 


25O20 


25CA 


65.49 


19NE2 


25020 


190E1 


31.85 


19NE2 


25O20 


19CD 


15.16 


19NE2 


25020 


24N 


55 .12 


19NE2 


25O20 


162CE1 


71.33 


19ME2 


25020 


24C 


60.20 


19NE2 


25020 


23N 


58 .44 


23CA 


25020 


23C 


24.00 


23GA 


25O20 


25N 


73.06 


23CA 


25O20 


230 


37.74 


23CA 


25O20 


25CA 


93.15 


23CA 


25O20 


190E1 


94.06 


23CA 


25O20 


19CD 


77.95 


23GA 


25020 


24N 


33.98 


23CA 


25020 


24C 


64.37 


23CA 


25020 


23N 


6.16 


23C 


25O20 


25N 


52.77 


23C 


25020 


230 


18.86 


23 C 


25020 


25CA 


73.50 


23C 


25020 


190E1 


92.10 


23C 


25O20 


19CD 


79 . 18 


230 


25020 


24N 


16.93 


23C 


25O20 


24C 


43.85 


23C 


25020 


23N 


28.31 


2SN 


25O20 


230 


55.74 


25N 


25O20 


162ND1 


94.17 


25N 


25O20 


25CA 


20.73 
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25020 


190E1 


59.69 


25N 


25O20 


19CD 


59.03 


25N 


2502 0 


24N 


39.08 


25N 


25020 


162CE1 


84 


.24 


25N 


25O20 


24G 


8. 93 


25N 


25O20 


' 23N 


74 


:v25; 


230 


25620 


25CA 


75.11 


230 


25O20 


19GD 


; ;:^5 


.79 


230 


25O20 


24N 


31.46 


230 


25O20 


24C 




.72 


230 


25O20 


23N 


43.41 


162ND1 


25020 


25CA 


::;i7i; 


. ; :82; 


162ND1 


25O20 


190E1 


58.12 


162ND1 


25O20 


19CD 




.91 


162ND1 


25O20 


162CE1 


17.08 


162ND1 


25O20 


1610 




.55 


25CA 


25020 


190E1 


51.34 


25CA 


25O20 


19CD 


57.52 


25CA 


25020 


24N 


59.36 


25CA 


25O20 


162CE1 


65 


.59 


25CA 


25020 


24C 


29. 65 


25CA 


25O20 


23N 


' ; ?3 


|68 


. 190E1 


25020 


19CD 


16.69 


190E1 


25020 


24N 


75 
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190E1 


25020 


162CE1 


41.10 


190E1 


25620 


246 


64 


.20 


190E1 


2 5020 


23N 


89,60 


19CD 


25O20 


24N 


64 


:32 


19GD 


25020 


162CE1 


56.83 


19CD 


2 5O20 


24C 


60 


.79 


19CD 


25O20 


23N 


73.22 


24N 


25O20 


:^4G/ 


30 


.42 


24N 


25020 


23N 


35.59 


162CE1 


25O20 


1610 


80 


.58 


162CE1 


25O20 


24C 


92.22 


24C 


25O20 


23N 


65 


.85 


160CD1 


25C21 


1580 


97.34 


160CD1 


2SC21 


160CG 


23 


: i9m 


160CD1 


25C21 


160GB 


37.71 


160CD1 


25C21 


160N 


: ' : 6f 


.46 


160CD1 


25C21 


158C 


87.61 


160CD1 


25C21 160GA 


53 


.04 


1580 


25C21 


160CG 


75.13 


1580 


25C21 


160GB 


77 


.51 


1580 


25C21 


160N 


47.16 


1580 


25C21 158G 


10 


.74 


1580 


25C21 


160CA 


63.99 


160GG 


25C21 


160GB 


22 


.63 


160CG 


25C21 


16 ON 


43.47 


160CG 


25C21 


15 8C 


66 


.36 


160CG 


25C21 


16 OCA 


33.10 


160CB 


25C21 


160N 


33 


.28 


160CB 


25C21 


158C 


71.92 


160CB 


25C21 


160CA 




.60 


160N 


25C21 


158C 


44.97 


160N 


25C21 160CA 


[■■if 


.43 


158C 


25C21 


160CA 


60.36 


160CD1 


25C22 160CG 


21 


.04 


160CD1 


25C22 


160CB 


35.29 


160CD1 


25C22 209GD2 


57 


.75 


160GD1 


2SC22 


209CD1 


70.22 


160CD1 


25C22 


1580 


76 


.29 


160CG 


25C22 


160CB 


20.86 


160CG 


25C22 


209CD2 


73 


.30 


160CG 


25C22 


209CD1 


90.52 


160CG 


25C22 


1580 


57 


.61 


160CB 


25C22 


209CD2 


69.60 


160CB 


25C22 


209CD1 


94 


.36 


160GB 


25C22 


1580 


61.33 


209CD2 


25C22 


209GD1 


29.68 


160CD1 


25C23 


209CD2 


57.43 


160CD1 


25C23 


160GB 


34 


.09 


160CO1 


25C23 


1600 


71.45 


160CD1 


25C23 


i60CG 


18 
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209CD2 


25C23 


67CE1 


66.23 


209CD2 


25C23 


160GB 


73 
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1600 
1600 
1600 
1600 
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160C 
160C 
160CA 
160N 
160CD1 
1600 
1600 
1600 
1600 
1600 
16 ON 
160N 
160N 
160N 
160CB 
160CB 
160CB 
160GB 
1580 
1580 
1580 
1580 
160CA 
160CA 
160CA 
160C 
160C 



25C23 

25C23 

25C23 

25C23 

25C23 

25C24 

25C24 

25C24 

25C24 

25C24 

25C24 

25C24 

25C24 

25C24 

25C24 

25C24 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

2SC25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 

25G25 

25C25 

25C25 

25C25 

25C25 

25C25 

25C25 



1600 
160CG 
670H 
1600 
160CG 
160CB 
16 OCA 
160CD1 
160C 
16 ON 
160CG 
160N 
160CG 
160CD1 
160CD1 
160CG 
160N 
160CA 
160CG 
159C 
158C 
1580 
16 QC 
160CD1 
159CA 
1580 
160C 
160CD1 
159CA 
160CA 
160CG 
159C 
158C 
160CG 
159C 
158C 
160CD1 
159CA 
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88.66 209CD2 



72 . 08 
31.06 
37.90 
56.76 
44.46 
31; 06 
75; 56 
34; 19 
32.07 
18.03 
31.04 
51.26 
50.13 
57.42 
18 ; 66 
52.68 
37.54 
68.51 
58.15 
96 .27 
51. 80 
36.87 
63.96 
27.45 
77.37 
37.96 
31.90 
65.68 
71 ;03 
65.33 
46.06 
8.40 
37.31 
31.20 
62.65 
69.51 
59.72 



209GD2 
67CE1 

160CB 
670H 

160O 

1600 

160O 

160CB 

160CB 

160G 

160C 

160GA 

160CA 

160N 
67GE1 

160O 

160O 

160O 

1600 

160N 

160N 

160N 

16 ON 

160N 

160CB 

160CB 

160CB 

160CB 

1580 

1580 

1580 

160CA 

16 OCA 

160CA 

16 OC 

160C 

160C 



25C23 
25C23 
25C23 
25C23 
25C23 
25C24 
j 25C24 
25C24 
25C24 
25C24 
25C24 
25C24 
25C24 
25C24 
25C24 
25C24 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 
25C25 



670H 
67CZ 
67CZ 
160CG 
67CZ 
160C 
160N 
160CG 
160CA 
160CD1 
160CA 
160601 
16 ON 
160CG 
160CG 
670H 
160CB 
160C 
160CD1 
159CA 
160CB 
160CA 
160CG 
159C 
158C 
16 OCA 
160CG 
159C 
158C 
160C 
160CD1 
159CA 
160C 
160CD1 
159CA 
160CG 
159C 
158C 



97; 28 

81.22 

15 . 09 

19.32 

16.25 

11.63 

41.50 

62 . 09 

18.85 

32 .04 

19.45 

66 . 04 

18.21 

33.24 

38.76 

28.53 

48.40 

16.03 

77.48 

73.59 

39.49 

21.57 

45.04 

10 .14 

43.72 

22.69 

20.22 

49 .57 

69.44 

88.59 

77.45 

33.23 

22.25 

53.48 

48.92 

56.85 

43.18 

80.59 
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160CG 25C25 159CA 
160CD1 25C25 159C 
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15 9C 25C25 1S8C 
1580 25C26 160N 
1580 25C26 160CG 

1580 25C26 160CA 

1580 25C26 159C 

1580 25C26 160C 

1580 2 5C26 158CA 

16 ON 25C26 160CG 

160N 25C26 160CA 

160N 25C26 1600 

160N 25C26 159CA 

160N 25C26 159N 

160CB 25C26 160GG 

160CB 25C26 160CA 

160CB 25C26 1600 

160CB 25C26 159CA 

160CB 25C26 159N 

160GG 25C26 158G 

160CG 25C26 160GD1 

160CG 25C26 159C 

160GG 25C26 160C 

160CG 25C26 158CA 

158G 25C26 16peDi 

158C 2SG26 159C 

158C 25C26 160C 

158C 25C26 158CA 

160CA 25C26 160O 

160CA 25C26 159CA 

160CA 25C26 159N 

160CD1 25C26 160O 

160CD1 25C26 159CA 

160CD1 25C26 159N 

160O 25C26 159C 

160O 25C26 160C 
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19.02 


160CG 


25C25 159C 


53.50 


65 . 18 


160CG 


25C25 158C 


58.66 


72.53 


160CD1 


25C25 159CA 


83.50 


72.33 


159C 


25C25 159CA 


17.81 


381,66 


159CA 


25C25 158C 


27.96 


61.78 


1580 


25C26 160CB 


92.43 


82.57 


1580 


25C26 158C 


10.10 


80; 14 


1580 


25C26 160CD1 


98.52 


50.29 


1580 


25C26 159CA 


34.65 


92.37 


1580 


25C26 159N 


20.44 


18.72 


160N 


25C26 160CB 


40.08 


50.16 


16 ON 


25C26 1S8C 


54 s 73 


20U14 


160N 


25C26 160CD1 


70.80 


45.75 


160N 


25C26 159C 


12.46 


31.73 


160N 


25C26 160C 


31.11 


41.35 


160N 


25C26 158GA 


65.61 


23.66 


160CB 


25C26 158C 


82.75 


21,78 


160CB 


25C26 160CD1 


36.20 


42.04 


160CB 


25C26 1S9C 


51.71 


70.60 


160CB 


25C26 160C 


32.83 


74.02 


160CB 


25C26 158CA 


86.07 


72.51 


160GG 


25C26 16 OCA 


39.22 


21.40 


16 OCO 


25C26 160O 


65.66 


58.12 


160CG 


2SC26 159CA 


73 .32 


55.17 


160CG 


25C26 159N 


69.08 


70.57 


158C 


25C26 160CA 


71.90 


88.97 


158C 


25C26 16 00 


99.96 


44-20 


158C 


25C26 159CA 


31.81 


85.81 


158C 


25C26 159N 


14.55 


15.01 


160CA 


25C26 160CD1 


56.75 


33.81 


160CA 


25C26 159C 


32.58 


51.87 


160CA 


25C26 160C 


19.16 


59.89 


16 OCA 


25C26 158CA 


80.10 


74.72 


160GD1 


25C26 159C 


79.44 


94.53 


160CD1 


25C26 160C 


68 .62 


88.47 


160CD1 


25C26 158CA 


83.00 


55.78 


160O 


25C26 159CA 


71.36 


15.23 


160O 


25C26 159N 


85.80 
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159C 25C26 159CA 

159C 25C26 159N 

' 159CA 25C26 160C ' 

159CA 25C26 158CA 

160C 25C26 \ 158CA 

1600 25C27 160C 

670H 25C27 67CE1 

160O 25028 160C 

1600 25028 160CB 

160O 25028 160CA 
, •^pO?%^5^8' : I61C; : .'" 

ISOi: 25028 160CB 

160C 25028 160CA 

160C 25028 161C 

161CA 25028 161N 

161CA 25028 1610 

160CB 25028 161N 

160CB 25028 1610 

161N 25028 160CA 

161N 25028 161C 

160CA 25028 161C 

160O 25C29 160C 

160O 25C29 161GA 

160O 25C29 161N 

160C 25C29 161CA 

160C 25C29 161N 

1610 25C29 161C 

1610 25C29 161N 

161CA 25G29 161N 

660 25C29 67CE1 

67CE1 25O30 67CD1 

67CE1 25O30 66C 

67CE1 25O30 67CG 

660 2SO30 67CD1 

660 25030 66C 

660 25O30 67CE2 

67CD1 25O30 66C 
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19.31 


159C 


25C26 


160C 


42 ; 08 


30.09 


159C 


25C26 


158CA 


56. 63 


59.37 


159CA 


25C26 


159N 


17 . 84 


46.52 


160C 


25C26 


159N 


72.10 


96.40 


159N 


25C26 


158CA 


28.80 


5.58 


1600 


25C27 


160CB 


36 45 


31.65 


670H 


25C27 


67CZ 


. A. # • W W 


17.03 


160C 


25C27 160CB 


31 OA 


3.01 


1600 


25028 


161CA 


33 di 


35.39 


1600 


25028 


161N 


15 


17.00 


1600 


25028 


1610 


59 fift 


45.54 


16 OC 


25028 


161CA 


33 37 


34.06 


160C 


25028 


161N 


1 a fin : 


16.50 


160C 


25028 


1610 


JO .ou 


44.40 


161CA 


25028 160CB 


6s ft a 


18.92 


161CA 


25028 


160CA 


49 fid 


28.96 


161CA 


25028 


161C 


17 13 


47.18 


160CB 


25028 


160CA 


19 .23 


84.88 


160CB 


25028 


161C 


71.68 


30.98 


161N 


25028 


1610 


44 .50 


30.43 


160CA 


25028 


1610 


73 .79 


59.64 


1610 


25028 


161C 


14.21 


8.30 


160O 


25C29 


1610 


64 . 77 


35.29 


160O 


25C29 


161C 


50.76 


20.86 


160C 


25G29 


1610 


58.92 


30.98 


160C 


25C29 


161C 


44.50 


14 . 62 


1610 


25C29 


161CA 


30 .36 


14 .65 


1610 


25C29 


660 


9fi 33 


44.35 


161CA 


25C29 


161C 


18 41 


17 .07 


161C 


25C29 161N 


30 04 


67.43 


67CE1 


25030 


660 




18. 89 


67CE1 


2503 0 


67CZ 


18.55 


76.83 


67CE1 


25030 


670H 


30.56 


30.00 


67CE1 


25030 


67CE2 


29.39 


68.13 


660 


2503 0 


67CZ 


86.99 


13.74 


660 


25O30 


67CG 


55.33 


73.81 


67CD1 


2503 0 


67CZ 


32.19 


61.85 


67CD1 


25030 


670H 


47.68 
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67CD1 


25030 67CG 


16.18 


67CD1 


25O30 


67CE2 


34.38 


67CZ 


25O30 66C 


75.55 


67CZ 


25030 


670H 


16.91 


67CZ 


25030 67CG 


34.81 


67CZ 


25O30 


67CE2 


15.93 


66C 


25030 670H 


90.11 


66G 


25030 


67CG 


47.06 


66G 


25030 67CE2 


61.38 


670H 


25030 


67CG 


51.72 


670H 


•25030 67CE2 


28.75 


67CG 


25030 


67CE2 


28.79 


1610 


25G31 16lC 


15.89 


1610 


25C31 163CB 


92.78 




25C31 163N 


61.31 


1610 


25C31 


25SG 


64.02 


1610 


25C31 160O 


63.87 


1610 


25C31 


161CA 


29.15 


1610 


25C31 162N 


24.80 


1610 


25C31 


162c 


50.12 


1610 


25C31 162CA 


32.14 


161C 


25C31 


163CB 


90.31 


:;i:6ic; - 


■ 25C31 163N 


58.98 


161C 


25C31 


25SG 


74.60 


:^6icf;. : : 


25G31 1600 


51.49 


161C 


25C31 


161CA 


18.45 


1610 ; 


25G31 162N 


14.50 


161C 


25C31 


162C 


44.52 


161C 


25G31 162CA 


29; 60 


660 


25C31 163GB 


84.58 


660 


25C31 25SG 


96 . 91 


163GB 


25C31 


163N 


31.73 


163CB 


25C31 25SG 


54.53 


163CB 


25C31 


162N 


76.07 


isscB 


25C31 162C 


45.95 


163CB 


25C31 


162CA 


61.61 


163N 


25C31 25SG 


46.05 


163N 


25C31 


1600 


95. 54 


163N 


25C31 161CA 


75.21 


163N 


25C31 


162N 


45.16 


163N 


25C31 162C 


16.28 


163N 


25C31 


162CA 


29.89 


25SG 


25C31 161CA 


92.28 


25SG 


25C31 162N 


68.65 


2SSG 


25C31 162C 


56.25 


25SG 


25C31 


162CA 


53.18 


1600 


25C31 161CA 


34.72 


160O 


25G31 


162N 


58.12 


1600 


25C31 162C 


79.70 


1600 


25C31 


162CA 


74.94 


161CA 


25C31 162N 


30.24 


161GA 


25C31 


162C 


59.56 


1610A 


25C31 162CA 


47 . 15 


162N 


25C31 


162C 


30.15 


162N 


25C31 162CA 


17.36 


162G 


25C31 


162CA 


18 .28 


660 


25C32 66C 


6 . 90 


660 


25C32 


26CB 


47.54 


660 


25C32 66N 


33.71 


660 


25C32 


67GA 


32.46 


660 


25C32 67N 


16 .73 


660 


25C32 


68SD 


78.15 


660 
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25N39 


25N 


31.35 


25GB 


25N39 23CA 


;^81 


; 25CB 


2SN39 


25CA 


16 .71 


25 GB 


25N39 162CA :r 


68; 20 


•:^ : 3(C; .. 


25N39 


65CA 


64 .77 


, 23C 


25N39 • 25N 


41.89 


idiC- -'. 


25N39 


23CA 


18.46 


23C 


25N39 2SCA 


58.51 


161C 


25N39 


162CA 


28.91 


65GA 


25N39 25N 


88i;24 


:^6'5GA' V 


25N39 


23CA 


73.18 


25N 


25N39 23CA 


54:84 




25N39 


25CA 


16.92: 


25N 


25N39 162CA; / 


99.14 


23CA 


25N39 


25CA 


69.81 


25CA 


25N39 162CA 


82.61 


1600 


25N40 


1610 


83.18 


160O 


25N40 161G 


65;67 


1606 


251*40 


161CA 


44.84 


160O 


25N40 i6pG 


14.22 


160O 


25N40 


161N 


30.23 


1606 


25N40 162N 


67 .90 


1610 


25N40 


161C 


19.36 


1610 


25N40 161CA 


38 /S4 


1610 


25N40 


160C 


72.40 


1610 


25N40 161N 


: 54.55 


1610 


25N40 


162N 


26.72 


16 1C 


25N40 161CA 


23^35 


i6ie 


25N40 


160C 


53.79 


161C 


25N40 161N 


35.96 


:i6ic 


25N40 


162N 


13.14 


161CA 


25N40 160C 


35.76 


ijSicA 


25N40 


16 IN 


19 . 52 


161CA 


25N40 162N 


31.98 


160C 


25N40 


161N 


17.87 


160C 


25N40 162N 


;.;5#3:9|' 


16 IN 


25N40 


162N 


37.86 
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TABLE XVI 

Table of angles between atbins of th<e Inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor 4-- [N- 
I (phenylmethoxy) carbon^ 
[ (phehylmethoxy) carbon^ 



Atom 1 Atom 2 


Atom 3 


Angle 


Atom 1 


Atom 2 


Atom 3 


Angle 


1840 


25C1 


184CD1 


70.91 


1840 


25C1 


184CG 


59.71 


1840: 


25Ci 


184CB 


40 .07 


1840 


25C1 


184CA 


32.41 


1840; 


25C1 


180D1 


51 .11 


1846 


25G1 


184C 


14.14 


1840 


25C1 


184NE1 


85.23 


1840 




184CD2 


70.75 


184CD1 


25C1 


184CG 


18.26 


184CD1 


IISGl ■ 


184CB 


34.36 


184CD1 


25C1 


184CA 


39.63 


184CD1 


25C1 


180D1 


88.02 


184CD1 


25C1 


184C 


58.65 


184CD1 


-{25G1::. 


184NE1 


15.36 


184CD1 


25C1 


184CD2 


26.43 


184CG 


25C1 


184CB 


19.78 


184CG 


25C1 


184CA 


33.68 


184CG 


25C1 


180D1 


90.72 


184CG 


25C1 


184C 


50.19 


184CG 


25C1 


184NE1 


27.27 


184CG 


25C1 


184CD2 


15.55 


184CB 


., : 25pl 


184GA 


19,99 


184GB 


25C1 


18001 


77.76 


184CB 


25G1 


18 4C 


31.92 


184CB 


25C1 


184NE1 


46.53 


184 GB 


;;256i 


184GD2 


31.52 


184CA 


25C1 


180D1 


58.36 


184CA 


25C1 


184C 


19.14 


184CA 


25C1 


184NE1 


54.76 


184CA 


25C1 


184CD2 


48.54 


180D1 


25C1 


184C 


48.87 


184C 


;:^5Gr 


184NE1 


73.60 


184C 


25C1 


184CD2 


63 . 42 


184NE1 


25G1 


184GD2 


26.12 


200 


25C2 


20C 


16.36 


200 


25C2 


21NE2 


67,96 


20b 


25C2 


20N 


38.80 


200 


25G2 


2 OCA 


32.93 


200 


25C2 


19CG 


52,37 


200 


25C2 


180D1 


81.91 


20C 


25C2 


21NE2 


65.02 


20C 


25G2 


20N 


33:58 


20C 


25C2 


20CA 


20.23 


20C 


25C2 


19CG 


62.24 


20C 


25C2 


180D1 


73.06 


21NE2 


25C2 


2 ON 


97 .72 


21NE2 


25C2 


20CA 


79.83 


184CD1 


25C2 


2 ON 


95.12 


184CD1 


25C2 


19CG 


55.67 


184CD1 


25C2 


180D1 


86.02 


184CD1 


25C2 


184NE1 


16.52 


184CD1 


25C2 


184CG 


16.21 


184CD1 


25C2 


184CA 


36.11 


20N 


25G2 


20GA 


19.09 


2 ON 


25C2 


19CG 


44.54 


2 ON 


23C2 


180D1 


43.33 


2 ON 


2SC2 


184CA 


81.17 


2 OCA 


25C2 


19CG 


60 .59 


2 OCA 


25C2 


180D1 


53.05 


2 OCA 


25C2 


184CA 


98.88 
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19CG 


25C2 


180D1 


66. 67 


19CG 


25C2 


184NE1 


60.03 


19CG 


25C2 


184C6 


69,53 


19CG 


2502 


184CA 


62.53 


18001 


25C2 


18400 


83.94 


180D1 


2502 


184CA 


53.91 


1 84NE1 


25G2 


184CG 


27.27 


184NE1 


2502 


184CA 


52.47 


184CG 


25C2 


184CA 


30.07 


200 


25C3 


21NE2 


68.98 


200 


25C3 


200 


12.74 


200 


25C3 


19CG 


52.30 


200 


2503 


19CD 


62.76 


184CD1 


2503 


184NE1 


19.43 


184CD1 


25C3 


19CG 


57.07 


184CD1 


2503 


1840G 


,, 15; 46 


184CD1 


25C3 


. 1840E2 


27.70 


184GD1 


2503 


■ 19CD 


51.26 


184NE1 


2503 




64,69 


184NE1 


2503 


.; 1840O : : ' 


28.26 


184NE1 


2503 


• 1-84GE^ ; }; 


15.28 


184tIEl 


25C3 


19CD 


52 .93 


21NE2 


2503 


:; ; 2^:;':--' 


62. 81 


200 


2503 


190G 


59.85 


20C 


2 503 


190D 


72.69 


19CG 


2503 


184CG . , 


69.91 


19CG 


2503 


1840E2 


79.68 


19CG 


25C3 


190D 


17.58 


184C6 


2 503 


184CE2 


27; 82 


184CG 


2503 


19CD 


66.23 


184GE2 


2 503 


1900 


68.19 


184NE1 


2504 


1840O1 


21.40 


184NE1 


25C4 


184CE2 


20,66 


184NE1 


25C4 


18400 


31.78 


184NE1 


2504 


184002 


31,15 


184NE1 


25C4 


184CZ2 


34.27 


184CD1 


2504 


184CE2 


34.03 


184001 


2504 


184CG 


18.28 


184C01 


25C4 


184C02 


31.27 


184CD1 


2504 


184CZ2 


51.25 


184CE2 


2 504 


184CG 


: 32.35 


184CE2 


2504 


184CD2 


18.86 


184CE2 


2 504 


184GZ2 


17.60 


184CG 


2504 


1840O2 


19 .32 


184CG 


2504 


184CZ2 


49.25 


184GD2 


2504 


184CZ2 


32.53 


184CE2 


2 505 


184NE1 


21.44 


184CE2 


2505 


184002 


21,99 


184CE2 


2505 


184CD1 ..' 


35.25 


184CE2 


2505 


1840G 


36.03 


184CE2 


2 505 


184022! 


17.88 


184CE2 


2505 


184CE3 


33.85 


184CE2 


2505 


184C6 


53.93 ;. 


184CE2 


25G5 


184CH2 


28.11 


184CE2 


2505 


184C23 


34.04 


184NE1 


25C5 


184002 


35.23 


184NE1 


2 505 


184CD1 


21.39 


184NE1 


25C5 


184CG 


35.13 


184NE1 


2505 


184CZ2 


35.43 


184NE1 


2505 


184CE3 


51.78 


184NE1 


25C5 


184CB 


52.94 


184NE1 


2505 


184CH2 


48.87 


184NE1 


2 505 


1840Z3 


55.18 


184CD2 


2505 


184CD1 


35.19 


184CD2 


2 505 


184CG 


22.35 


184CD2 


2505 


184CZ2 


34.58 


184GD2 


25C5 


184CE3 


17.91 


184CD2 


25C5 


184CB 


36.19 


184CD2 


2 505 


184CH2 


34.79 


184CD2 


25C5 


184CZ3 


28.60 


184CD1 


25C5 


184CG 


21.04 


184CD1 


25C5 


184CZ2 


52.70 


184CD1 


2 505 


184CE3 


52.87 


184CD1 


25C5 


184CB 


34.98 


184CD1 


25C5 


184CH2 


62 .57 


184CD1 


25C5 


184CZ3 


62.67 



Lit 
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184CG 


25C5 


184CZ2 


53.00 


184CG 


25C5 


184CE3 


36.87 


184CG 


25C5 : : 


184GB 


18.54 


184CG 


25C5 


184CH2 


56.68 


184CG 


25C5 


184CZ3 


50.46 


184CZ2 


25C5 


184CE3 


38 .17 


184CZ2 


25C5 


184CB 


69.96 


184CZ2 


25C5 


184CH2 


15.84 


184CZ2 


25CS 


184CZ3 


29.77 


184CE3 


25G$ 


184CB 


44.40 


184CE3 


25G5 


184CH2 


29.96 


184CE3 


25C5 


184CZ3 


16 . 03 


184CB 


25C5 ' 


184CH2 


70.55 


184CB 


25C5 


184CZ3 


60.21 


184CH2 


25C5 


184CZ3 


16.60 


184CG 


25C6 


184CD1 


20.02 


184CG 


25C6 


184CB 


21.95 


184CG 


25C6 


184CD2 


20.42 


184CG 


:;i2j5G6;; : '; 


1840 


61.94 


184CG 


25C6 


184NE1 


30 . 53 


184CG 


25C6 ' 


184CE2 


30.58 


184CG 


2SC6 


184CA 


33.96 


184CG 


25G6 ■ 


184CE3 


33.66 


184CG 


2506 


184C 


50 .16 






184 GB 


37.32 


184CD1 


25C6 


184CD2 


32.14 


184CD1 


25C6 


1840 


71.19 


184CD1 


25C6 


184NE1 


17.93 


184CD1 


25C6 


184CE2 


29.87 


184CD1 


25C6 


184CA 


39.85 


184CD1 


25C6 


184CE3 


48.53 


184CD1 


2506 


184C 


57.95 


184CB 


25G6 


184CD2 


37.74 


184CB 


25C6 


1840 


40.76 


184 GB; 


■^5G6;, : : 


184NE1 


51.79 


184CB 


25C6 


184CE2 


51.93 


184CB 


25C6 


184CA 


19.22 


184CB 


25G6 


184CE3 


43.86 


184CB 


25C6 


184C 


30.42 


184CD2 


25C6 


1840 


78.21 


184CD2 


25C6 


184NE1 


30.21 


184CD2 


25C6 


184CE2 


18.12 


184CD2 


25C6 


184CA 


53.55 


184CD2 


25C6 


184CE3 


16.59 


184CD2 


25C6 


184C 


68.06 


1840 


25C6 


184NE1 


88.69 


1840 


25C6 


184CE2 


92.47 


1840 


25C6 


184CA 


31.36 


1840 


25C6 


184CE3 


80.46 


1840 


25C6 


184C 


13.35 


184NE1 


25C6 


184CE2 


17.71 


184NE1 


25G6 


184CA 


57.51 


184NE1 


25C6 


184CE3 


45 .78 


184NE1 


25C6 


184C 


75.58 


184CE2 


25C6 


184CA 


63.83 


184CE2 


25C6 


184CE3 


30.35 


184CE2 


25C6 


184C 


80.70 


184CA 


25C6 


184GE3 


62.43 


184CA 


25C6 


184C 


18.09 


184CE3 


25C6 


184C 


73.23 


184NE1 


25C7 


184CE2 


121.08 


184NE1 


25C7 


184CZ2 


38.55 


184NE1 


25C7 


184CD1 


16 . 84 


184NE1 


25C7 


184CD2 


27.78 


184NE1 


25C7 


184CH2 


48.97 


184NE1 


25C7 


184CG 


24 .53 


184CE2 


25C7 


184CZ2 


20.61 


184CE2 


25C7 


184CD1 


31.07 


184GE2 


25G7 


184GD2 


15.35 


184CE2 


25C7 


184CH2 


28.47 


184CE2 


25C7 


184CG 


26.62 


184CZ2 


25C7 


184CD1 


51.38 


184CZ2 


25C7 


184CD2 


31.85 


184CZ2 


25C7 


184CH2 


13.39 


184CZ2 


25C7 


184CG 


46 .61 


184CD1 


25C7 


184CD2 


28.53 
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184C01 25C7 184CH2 

184CD2 25C7 184CH2 

v 184CH2 25C7 184CG 

184NE1 2508 184CZ2 

184NE1 2508 19NE2 

184CE2 2508 184CZ2 

184CE2 2508 19NE2 

184CZ2 2508 184CD1 

184CD1 2508 /.' 19NE2 

19NE2 2508 19CD 

184NE1 25C9 184CE2 

184NE1 25C9 162CE1 

184NE1 25C9 19NE2 

184NE1 25C9 19CD 

184CZ2 25C9 184CE2 

184CZ2 25C9 162CE1 

184CZ2 25C9 190E1 

184CZ2 25C9 184CH2 

184CE2 25C9 162CE1 

184CE2 25C9 19NE2 

184CE2 25C9 19CD 

162ND1 25C9 162CE1 

162ND1 25C9 19NE2 

162ND1 25C9 19CD 

162CE1 25C9 184CD1 

162CE1 25C9 190E1 

162GE1 25C9 184CH2 

184CD1 25C9 190E1 

184CD1 25C9 184CH2 

19NE2 25C9 19CD 

190E1 25C9 184CH2 

184NE1 25O10 162CE1 

184NE1 25O10 184CZ2 

184NE1 25010 184CD1 

184NE1 25O10 19CD 

184NE1 25O10 162NE2 

184NE1 25O10 184CH2 

184NE1 25O10 184CG 



TABLE XVI 








59 02 

•mt * m \J £t 


184CD1 


25C7 


184CG 


15.12 


33 93 


184CD2 


25C7 


184CG 


16.91 


50 64 


184NE1 


2508 


184CE2 


19.75 


37 94 

•J i m J TB 


184NE1 


2508 


184CD1 


15.31 


71 47 


184NE1 


2508 


19CD 


57.15 


19 95 


184CE2 


2508 


184CD1 


31.02 


90 51 


184CE2 


2508 


19CD 


76.72 


50 82 


184f!Z2 


2508 


19CD 


92.06 


67 22 

O / • X X 




2508 


19CD 


51.55 


15 86 


184NE1 


25C9 


184CZ2 


42.18 


21 04 

X X • \i *m 




25G9 


162ND1 


65.62 


48 16 


184NE1 


25C9 


184CD1 


10.29 


73 80 




25C9 


190E1 


48.69 


57 90 

mJ / • mW \J 


184NE1 


25C9 


184CH2 


49.13 


21 63 


184CZ2 


25C9 


162ND1 


65 . 18 


57 30 


184CZ2 


25C9 


184CD1 


51.49 


86 41 


184CZ2 


25C9 


19CD 


98.49 


7 . 78 


184CE2 


25C9 


162ND1 


66.81 


52 . 84 


184CE2 


25C9 


184CD1 


29.90 


94.57 


184CE2 


25C9 


190E1 


68.42 


78.74 


184CE2 


25C9 


184CH2 


28.19 


18 . 04 


162ND1 


25C9 


184CD1 


72 . 19 


76.32 


162ND1 


25C9 


190E1 


58.44 


71. 67 


162ND1 


25C9 


184CH2 


70. 09 


54 22 


162CE1 


2509 


19NE2 


69.37 


46 03 


162CE1 


2 5G9 


19CD 


60.55 


63 87 


184CD1 


25C9 


19NE2 


66. 83 


44 17 

w . X./ 


1 84pni 


25C9 


19CD 


50.99 






25C9 


190E1 


27.69 


15 . 92 


190E1 


25C9 


19CD 


14.75 


94.16 


184NE1 


25010 


162ND1 


90.68 


67.15 


184NE1 


25O10 


184CE2 


23.02 


46.79 


184NE1 


25O10 


190E1 


64.53 


12.02 


184NE1 


25O10 


19NE2 


90.63 


72.30 


184NE1 


25O10 


162CG 


91.69 


63 . 41 


184NE1 


25010 


184CD2 


16.34 


50.63 


184NE1 


25O10 


162GD2 


76.58 


0.86 


162ND1 


25O10 


162CE1 


25.39 
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162ND1 


25010 184CE2 


85.65 


162ND1 


25O10 


184CZ2 


80.71 


162ND1 


25010 190E1 


79.25 


162ND1 


25O10 


184CD1 


93 .79 


162ND1 


25010 19N|2 


99.71 


162ND1 


25O10 


19CD 


94.77 


162ND1 


25O10 162CG 


11.75 


162ND1 


25O10 


162NE2 


27.28 


162ND1 


25010 184CD2 


87.44 


162ND1 


25O10 184CH2 


80.29 


162ND1 


25O10 162CD2 


17.27 


162ND1 


25O10 162CB 


25.40 


162MD1 


25O10 25CB 


48.85 


162ND1 


25010 184CG 


91.42 


162ND1 


25O10 25SG 


48.57 


162CE1 


25O10 


184CE2 


67.89 


162CE1 


25010 184CZ2 


72.02 


162CE1 


25O10 


190E1 


61.36 


162CE1 


25O10 184CD1 


68 .78 


162CE1 


25O10 


19NE2 


90.18 


162CE1 


25O10 19CD 


78.77 


162CE1 


25O10 


162CG 


32.27 


162CE1 


25010 162NE2 


9.58 


162CE1 


25O10 184CD2 


67.64 


162CE1 


25O10 184CH2 


73.24 


162GE1 


25O10 162CD2 


21.07 


162CE1 


25O10 162CB 


48.98 


162CE1 


25O10 


25CB 


50.48 


162CE1 


25O10 184CG 


67.80 


162CE1 


25010 


25SG 


61.27 


184CE2 


25O10 184CZ2 


23.77 


184CE2 


25010 


190E1 


85.64 


184CE2 


25O10 184CD1 


35.04 


184CE2 


25O10 


19CD 


95.11 


184CE2 


25O10 162CG 


82.23 


184CE2 


25O10 


162NE2 


60.72 


184CE2 


25O10 184CD2 


6.70 


184CE2 


25O10 


184CH2 


27.61 


184CE2 


2501 0 162CD2 


68.81 


184CE2 


25O10 


162CB 


92.97 


184CE2 


25O10 184CG 


23 . 63 


184CZ2 


25010 


184CD1 


58.81 


184CZ2 


25010 162CG 


73.16 


184CZ2 


25010 162NE2 


62.79 


184CZ2 


25O10 184CD2 


30.47 


184CZ2 


25010 


184CH2 


3.84 


184CZ2 


25O10 162CD2 


63.78 


184CZ2 


25010 


162CB 


78.57 


184CZ2 


25O10 184CG 


47.41 


190E1 


25O10 


184CD1 


54.02 


19QE1 


25O10 19ME2 


33.65 


190E1 


25O10 


19CD 


17.62 


190E1 


25O10 162CG 


90.23 


190E1 


25O10 


162NE2 


68.58 


190E1 


25O10 184CD2 


79.62 


190E1 


25O10 162CD2 


82.33 


190E1 


25O10 25GB 


46.49 


190E1 


25O10 


184CG 


64.24 


190E1 


25O10 25SG 


67 .15 


184CD1 


25O10 


19NE2 


78.67 


184CD1 


25O10 19GD 


60.49 


184CD1 


25O10 


162CG 


97.06 


184CD1 


25O10 162NE2 


67.08 


184CD1 


25O10 


184CD2 


28.35 


184CD1 


25O10 184CH2 


62.64 


184CD1 


25O10 


162CD2 


81.91 


184CD1 


25O10 25CB 


94.29 


184CD1 


25010 


184CG 


11.41 


19NE2 


25O10 19CD 


18.97 


19NE2 


25010 


162ME2 


98 . 89 


19NE2 


25010 25CB 


52.31 


19NE2 


25O10 


184CG 


90. 06 


19NE2 


25010 25SG 


64 .08 


19CD 


25010 


162NE2 


86.19 


19CD 


25O10 184CD2 


88.53 


19CD 


25010 


162CD2 


99.61 



t to 
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19CD 


2SO10 


25GB 


54.29 


19CD 


25O10 


184CG 


71.79 


19CD 


25010 


25SG 


71 . 77 


162CG 


25O10 162NE2 


30 : 49 


162CG 


25O10 


184CD2 


85.26 


162CG 


25O10 


184CH2 


72 :1S 


162CG 


25O10 


162CD2 


15.20 


162CG 


25O10 


162GB 


16:86 


162CG ; 


25610 


25 GB 


60 . 05 


162GG 


25O10 


184CG 


92.50 


162CG 


25010 


25SG 


56.96 


162NE2 


25010 


184GD2 


61.36 


162ME2 


25010 


184GH2 


63.86 


162NE2 


25O10 


162CD2 


16.2$ 


162NE2 


25010 


162CB 


47.22 


162NE2 


25O10 


25CB 


59 1 84 


162NE2 


25010 


184CG 


64.14 


162NE2 


25O10 


25SS 


69.18 


184CD2 


25010 


184GH2 


34.30 


184CD2 


25010 


162CD2 


71.14 


184GD2 


25010 


162CB 


97.22 


184CD2 


25010 


184CG 


16.94 


184CH2 


25bi0 162GD2 


63.64 


184GH2 


25O10 


162CB 


76.54 


184CH2 


25610 


184GG 


51.24 


162CD2 


25010 


162CB 


31 ; 36 


162CD2 


25010 


25GB 


62.62 


162CD2 


25610 


184GG 


77.38 


162CD2 


25O10 


25SG 


65.53 


162CB 


25O10 


25CB 


66.47 


162CB 


25O10 


25SG 


56.57 


25CB 


25O10 


25SG 


21.55 


1610 


25C11 162ND1 


77.52 


1610 


25C11 162CB 


48. 77 


1610 


25C11 


162CG 


66.44 


1610 


25C11 


161C 


9.16 


1610 


25C11 


1610D1 


44.79 


1610 


25C11 


162GE1 


89.91 


1610 


25C11 


162CA 


34.68 


162ND1 


25C11 


162CB 


36.88 


162ND1 


25C11 


162CG 


18.06 


162ND1 


25C11 


184CZ2 


57.93 


162ND1 


25C11 


161C 


73.11 


162ND1 


25C11 


1610D1 


88.11 


162ND1 


25C11 


162CE1 


12.39 


162ND1 


25G11 


162CA 


43 .39 


162CB 


25C11 


162CG 


20.08 


162CB 


25C11 


184CZ2 


75.16 


162GB 


2SC11 


161C 


41.40 


162 GB 


25C11 


1610D1 


51.91 


162CB 


25C11 162GE1 


47.69 


162CB 


25011 


162CA 


18.23 


162CG 


25C11 


184CZ2 


60.65 


162CG 


25CH 


16 1C 


60.17 


162CG 


25C11 


1610D1 


70.16 


162CG 


25C11 


162CE1 


27.75 


162CG 


25C11 


162CA 


32.09 


184CZ2 


25C11 


1616D1 


96.89 


184CZ2 


2 5C11 


162CE1 


48.52 


184CZ2 


25C11 


162CA 


91 88 


161C 


2 5C11 


1610D1 


38.12 


16 1C 


25C11 


162CE1 


85.41 


161C 


25C11 


162CA 


29.74 


1610D1 


25C11 


162CE1 


97.18 


1610D1 


25C11 


162CA 


54.92 


162CE1 


25C11 


162GA 


55.72 


16IO 


25C12 


1610D1 


53.96 


1610 


25G12 


161CG 


50.90 


1610 


25G12 


161C 


12.09 


1610 


25C12 


162CB 


45.66 


1610 


25C12 


161CB 


38.06 


1610 


25C12 


162ND1 


64.70 


1610D1 


25C12 


161CG 


14.06 


1610D1 


25C12 


161C 


42.27 


1610D1 


25C12 


162CB 


55.80 


1610D1 


25C12 


161GB 


30.86 



WO 97/16177 



161001 


25C12 


162ND1 


161CG 


25C12 


162CB 


161CG 


25C12 


162MD1 


161C 


25C12 161CB 


162CB 


25C12 161CB 


161CB 


25C12 


162MD1 


161001 


25C13 


137G 


1610D1 


25C13 


138CA 


1610D1 


25C13 


161CG 


161001 


25G13 


162GB 


1370 


25C13 


137C 


1370 


25C13 


184CZ2 


1370 


25C13 


137CB 


1370 


25C13 


16 ICG 


1370 


25C13 


162CjB 


13 7C 


25013 


13 8N 


137C 


25C13 


138CA 


13 7C 


25C13 


143NE2 


137C 


25C13 


184CH2 


137C 


25C13 


137CA 


138N 


25C13 


137CB 


138N 


25G13 


161CG 


138N 


25C13 


162CB 


184022 


25C13 


137GB 


184CZ2 


25C13 


184CH2 


184GZ2 


25C13 


137CA 


138CA 


25C13 


143NE2 


138CA 


25C13 


184CH2 


137CB 


25C13 


143NE2 


137CB 


25C13 


1610 


137CB 


25C13 


162CB 


143NE2 


25C13 


184CH2 


16 ICG 


25C13 


1610 


161CG 


25C13 


137CA 


1610 


25C13 


137CA 


184CH2 


25C13 


137CA 


143NE2 


25C14 


184CZ2 


143NE2 


25C14 


184CH2 
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86.96 


161CG 


25C12 


161C 


40.85 


65.21 


16 ICG 


25C12 


ielcB 


19.00 


96,52 


161C 


25C12 162CB 


40.99 


31.65 


161C 


25C12 162ND1 


65.80 


67.55 


162CB 


25C12 162ND1 


31.38 


96.34 


1610D1 


25C13 1370 


81.2S 


63.73 


1610D1 


25C13 


138N 


56.48 


69. 03 


1610D1 


25C13 137CB 


63; 42 


11.19 


1610D1 


25C13 


1610 


44.97 


53.52 


1610D1 


25C13 


137CA 


54.88 


17 .61 


1370 


25C13 


13 8N 


31.56 


73.45 


1370 


25C13 138CA 


38168 


38.26 


1370 


2SC13 


143NE2 


53,14 


88.09 


1370 


25C13 


184CH2 


57.10 


89.51 


1370 


25C13 


137CA 


30.26 


18.18 


13 7C 


25C13 


184CZ2 


85,16 


33.43 


137C 


25C13 


137CB 


33 . 67 


68.48 


137C 


25C13 


161CG 


70.50 


70.29 


137C 


25C13 


162CB 


80.53 


17.92 


13 8N 


25C13 


138CA 


19151 


49.22 


13 8N 


25C13 


143NE2 


71.83 


60.17 


13 8N 


25C13 


184CH2 


87-76 


88.70 


13 8N 


25G13 


137CA 


30.79 


62.75 


184CZ2 


25C13 


143NE2 


73.88 


16.99 


184CZ2 


25C13 


162CB 


71.91 


79.40 


138CA 


25C13 


137CB 


66.92 


60 . 03 


138CA 


25C13 


161CG 


69.26 


94.51 


138CA 


25C13 


137CA 


49.37 


87.28 


137CB 


25G13 


16 ICG 


74.16 


86.27 


137CB 


25C13 


184CH2 


53 .95 


51.39 


137CB 


25C13 


137CA 


18.78 


61 .44 


143NE2 


25C13 


137CA 


83.39 


44.82 


161CG 


25C13 


162CB 


62.01 


64.10 


1610 


25C13 


162CB 


40.52 


89.27 


184CH2 


25C13 


162CB 


78.30 


67.80 


162CB 


25C13 


137GA 


62.63 


89.78 


143NE2 


25C14 


1370 


59.02 


73.23 


143NE2 


25C14 


143CD 


7.66 
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143NE2 


25C14 137C 


70.92 


143NE2 


25C14 


138CA 


63.43 


143NE2 


25C14 


13 8N 


72.95 


184CZ2 


25C14 


1370 


73.56 


184CZ2 


25C14 


184CH2 


18.41 ■ 


184CZ2 


25C14 


143C0 


82.48 


184CZ2 


25C14 13 7C 


80.26 


184CZ2 


25C14 13 8N 


95 .58 


1370 


25C14 184CH2 


58.32 


1370 


25G14 


143 CD 


: 59 ,13 


1370 


25C14 


13 7C 


14.37 


1370 


25C14 


138CA 


:35.52 


1370 


25C14 


13 m 


26.67 


184CH2 


2SC14 


143CO 


66.37 


184CH2 


25C14 137C 


67; 66 


184GK2 


25C14 


138CA 


93v75 


184CH2 


25C14 


138N 


83.05 


143CD 


25C14 


137C 


72 ,08 


143CD 


25C14 


138GA 


68.38 


143CD 


25C14 


138N 


76. 11 


137C 


25C14 


138CA 


29.93 


137C 


25C14 


138N 


15.47 


138CA 


25C14 


13 8N 


x;i7.;13' 


1610D1 


25C15 


138CA 


; 95 > 49 


1610D1 


25C15 138N 


74.59 


1610D1 


25G15 


137C 


77.97 


1610D1 


25C15 


138CB 


88.03 


1610D1 


25C15 


1370 


95.93 


1610D1 


25C15 


161CG 


16.54 


1610D1 


25C15 


137CA 


62.55 


1610D1 


25C15 


161ND2 


28.48 


1610D1 


25C15 


13 7N 


44.50 


1610D1 


25C15 


137GB 


65.90 


1610D1 


25015 


1380G 


75.32 


1610D1 


2SC15 


161CB 


26.73 


1610D1 


25C1S 


1610 


41.09 


138CA 


25C15 


13 8K 


26.47 


138CA 


25G15 


13 7C 


42.87 


138CA 


25C15 


138CB 


25.16 


138CA 


25C15 


1370 


47.79 


138CA 


25C15 


16 ICG 


93.95 


138CA 


25C15 137GA 


58.55 


138CA 


25C15 


161ND2 


78.54 


138GA 


25C15 


137N 


64.03 


138CA 


25C15 


13 8C 


11,03 


138CA 


25C15 


1376b 


75.54 


138CA 


25C15 


143ME2 


66.87 


138GA 


25G15 


1380G 


29.01 


138CA 


25C15 


1380 


24.54 


13 8N 


25C15 


137G 


• 22.54 


138N 


25C15 


138CB 


42>08 


138M 


25C15 


1370 


37 .92 


13 8N 


25C15 


161GG 


78.54 


138N 


25C15 137CA 


33.52 


138N 


25C15 


161ND2 


66.91 


138N 


25C15 


137N 


37.71 


13 8N 


25C15 138C 


32.59 


13 8N 


25C15 


137GB 


52.24 


13 8N 


25C15 


143NE2 


80.31 


138N 


25C15 


1380G 


36.11 


13 8N 


25C15 


161CB 


95.16 


138N 


25C15 


1380 


46.34 


137C 


25C15 


138CB 


63.59 


137C 


25C15 


1370 


19.93 


137C 


25C15 


161GG 


87.64 


137C 


25C15 


137GA 


18.45 


137C 


25C15 


161ND2 


80.75 


137C 


25C15 


137N 


33.66 


137C 


25C15 


13 8C 


43.43 


137C 


25C15 


137CB 


32.73 


137C 


25C15 


143NE2 


72.28 


137C 


25C15 


1380G 


58.64 


13 7C 


2 SCI 5 


1380 


53.23 


138CB 


25C15 


1370 


72.42 


138CB 


25C15 


16 ICG 


80.25 


138CB 


25C15 


137CA 


75.11 
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138CB 


25C15 161ND2 


63.55 


138CB 


25C15 


137N 


73,01 


138CB 


25C15 138C 


33.69 


138CB 


25C15 


137CB 


94.23 


138CB 


25C15 143NE2 


84.72 


138CB 


25G15 


13806 


13.06 


138CB 


25C15 161CB 


92 . 07 


138CB 


25C15 


1380 


41. 98 


1376 


25C15 137CA 


■ 33.44 


1370 


25C15 


137N 


51.60 


1370 


25C15 13 8C 


43.03 


1370 


25C15 


137CB 


37.73 


1370 


25C15 T43NE2 


53.68 


1370 


25C15 1380G 


71.49 


1370 


25G15 1380 


46.98 


161C6 


25C15 


137CA 


74.83 


161CG 


2 SCI 5 161ND2 


16.70 


161CG 


25C15 


137N 


56.04 


161CG 


25C15 137CB 


81.22 


161CG 


25C15 


1380G 


68.77 


161CG 


25G15 161CB 


16.63 


161GG 


25C15 


1610 


45.51 


137CA 


25G15 161ND2 


72.19 


137CA 


25G15 


13 7N 


18 . 82 


137CA 


25C15 138G 


61.01 


137CA 


25C15 137CB 


19 . 45 


137CA 


25C15 143NE2 


86.99 


137CA 


25C15 


13806 


66.83 


137CA 


25C15 161CB 


89.10 


i37CA 


25C15 


1380 


71.60 


137CA 


25C15 1610 


90.57 


161ND2 


25C15 


13 7N 


54.06 


161ND2 


25C15 138C 


89.54 


161ND2 


25C15 


137GB 


83 .68 


161ND2 


25C15 13806 


52.25 


161ND2 


25C15 


161CB 


30.53 


161ND2 


25C15 1610 


62, 17 


137N 


25C15 


138C 


69,92 


137N 


25C15 137CB 


31.11 


137N 


25G15 


13806 


61.80 


137N 


25C15 161GB 


70.66 


137N 


25C15 


1380 


82 . 86 


137N 


25C15 1610 


77.59 


138C 


25C15 


137GB 


75.69 


138C 


25C15 143NE2 


55.85 


138C 


25C15 


13806 


39.61 


138C 


25C15 1380 


14.34 


137CB 


25C15 


143NE2 


85.14 


137CB 


25C15 13806 


86, 28 


137CB 


25C15 


161CB 


91.92 


137CB 


25C15 1380 


83 ; 44 


137CB 


: 25C15 


1610 


82.09 


143NE2 


25C15 13806 


94.34 


143NE2 


25C15 


1380 


43.49 


13806 


25C15 161CB 


82.00 


1380G 


25C15 


1380 


50,85 


161CB 


25C15 1610 


34.58 


1610 


25C16 


162ND1 


76.53 


1610 


25C16 16 1C 


3.98 


1610 


25C16 


162CB 


45 .40 


1610 


25G16 25S6 


72 . 69 


1610 


25C16 162CA 


34.24 


1610 


25C16 162CG 


62.41 


1610 


25C16 


162N 


17 . 52 


162ND1 


25C16 161G 


72.86 


162ND1 


25C16 


162GB 


33.34 


162ND1 


25C16 25SG 


49.81 


162ND1 


25C16 


162CA 


43,06 


162ND1 


25G16 162CG 


15.65 


162ND1 


25C16 


162N 


59.06 


161C 


25C16 162CB 


41.47 


16 1C 


25C16 


25SG 


71.63 


161C 


25C16 162CA 


30.96 


161C 


25G16 


162CG 


58.58 


161C 


25C16 162N 


14.06 


162CB 


25C16 


25SG 


60.72 
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162CB 


25C16 162CA 


?19i06 


162CB 


25C16 162CG 


17 .85 


162CB 


25C16 162N 


29; 15 


25SG 


25C16 162CA 


49 .45 


25SG 


25C16 ;i62CG | 


54;; 90 


25SG 


25C16 162N 


61.48 


162CA 


2 5C1 6 1 6 2GG 


30; 90 


162CA 


25C16 162N 


16 .94 


162CG 


25C16 162N ■ 


45.31 


1610 


25017 161C 


2.40 


1610 


. 25N18 25SG ^ 


94.42 


1610 


2SN18 162MD1 


86.25 


1610 




41.79 


1610 


25N18 162CB 


: 49.55 


1610 


25N18 s vi6iC: • ;^ 


8.51 


1610 


25N18 162CG 


69 .44 


1610 


25N18 162CE1 v 


97.59 


1610 


25N18 162N 


24.49 


25SG 


25N18 162ND1 : 


■ 65:37 


25SG 


25N18 162CA 


62 .23 


25SG 


25N18 162CB 


74.73 


25SG 


25N18 161C 


86.60 


25SG 


25N18 162CG 


67.87 


25SG 


25N18 25CB 


21.50 


2556 


25N18 162GE1 


64^64 


25SG 


25N18 162N 


73.85 


255G 


25N18 19NiB2 


67.61 


25SG 


25N18 23CA 


79.71 


162ND1 


' 25N18 162CA 


50.07 


162ND1 


25N18 162CB 


36.70 


162ND1 


25N18 161C 


79.92 


162ND1 


25N18 162CG 


16.82 


162ND1 


25N18 25CB 


53.33 • 


162ND1 


25N18 162CE1 


11.34 


162ND1 


25N18 162N 


65.85 


162ND1 


25N18 19NE2 


73.54 


162CA 


25N18 162CB 


21.06 


162CA 


25N18 161C 


33.62 


162CA 


25N18 162CG 


34.82 


162CA 


25N18 25CB 


70.27 


162CA 


25N18 162CE1 


60.64 


162CA 


25N18 162M 


17.53 


162 GB 


25N18 161G 


43.55 


162CB 


25K18 162CG 


19.91 


162CB 


25N18 25CB 


75 .42 


162CB 


25N18 162CE1 


48.04 


162CB 


25N18 162N 


; 31.25 : 


161C 


25N18 162CG 


63 . 15 


161C 


25N18 162CE1 


9l:2L 


161C 


25N18 162N 


16.15 


162CG 


25N18 25CB 


61.89 


162CG 


251118 162CE1 


28.15 


162CG 


25N18 162N 


49.49 


162CG 


25N18 19NE2 


89.96 


25CB 


25M18 162CE1 


48.89 


25CB 


25N18 162N 


85.68 


25CB 


25N18 19NE2 


49.72 


25GB 


25N18 23CA 


76 .32 


162CE1 


25N18 162N 


76.69 


162CE1 


25N18 19NE2 


62.43 


19NE2 


25N18 23CA 


47.71 


25SG 


25C19 1610 


93.76 


25SG 


25C19 23CA 


98.71 


25SG 


25C19 25CB 


19.06 


25SG 


25C19 162ND1 


55; 42 


25SG 


25C19 23C 


83.02 


25SG 


25C19 162CA 


57.95 


25SG 


25C19 161C 


85.45 


25SG 


25C19 230 


84.21 


25SG 


25C19 25N 


39.84 


1610 


25C19 162ND1 


68 .34 


1610 


25C19 162CA 


36.84 


1610 


25C19 161C 


9.82 


23CA 


25C19 25CB 


86.55 


23 CA 


25C19 23C 


19 .53 


23CA 


25C19 230 


30.41 
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z JL-A 


25C19 


25N 


C O ft 

58 .86 


ft C /s>% 

25CB 


25C19 


162ND1 


49.56 


^3 VP 


25C19 


23C 


74 .•71 


25 GB 


25C19 


162CA 


67.81 


ZD LB 


25C19 161C 


ft ft ft Jl 

97 .94 


ft C 

25CB 


25C19 


230 


80.56 


ZDCB 


25C19 


25N 


30.79 


162ND1 


25G19 


162CA 


42.46 


loZNJJl 


25C19 


161C 


j»*7' ft 

67 .39 


162ND1 


25C19 


25N 


78.08 


2JC 


25C19 


230 


15.10 


ft 1 **% 
23C 


25C19 


25N 


44.37 


lozGA 


25C19 


161C 


o ; ft - ^ /\ 
30 . 60 


162CA 


25C1? 


25N 


96.99 




25C19 


25N 


49 . 95 


184CZ2 


25N20 


162ND1 


57.46 


184CZ2 


25N20 


184ME1 


33 .66 


184CZ2 


25N20 


184GE2 


16.92 


4 O j< /■» *■* ft 

184GZ2 


25N20 


162GE1 


48.47 


162ND1 


25N20 


184NE1 


5^i53 


16 2ND! 


25N20 184CE2 


56; 14 


162ND1 


25N20 


162CE1 


14; 39 


TO 

184NE1 


25N20 184CE2 


17.07 


184NE1 


25N20 


162CE1 


39.26 


1 O A f* TT* ft 

184CE2 






43.67 


$610 


25C21 


25SG 


' 97.39 


lb 10 






15.35 


1610 


25C21 


162GA 


39.27 


1610 


2«?P21 




27.81 


1610 


25C21 


161CA 


24.14 


1 cm 
10 io 






98.96 


25SG 


25G21 


161C 


94.07 


2 3SG 


2562I 


T62CA 


60 . 19 


25SG 


25C21 


162N 


78.17 








ft ft t? '^ 
98.56 


25SG 


25C21 


25CB 


7 .84 


XOJLv 


25C21 


162CA 


33 . 93 


1610 


25C21 


162N 


16.70 


lOiL 


25C21 


161CA 


15 .71 


161C 


25C21 


25GB 


97.60 




25C21 


162N 


19 • 15 


162CA 


25C21 


161CA 


48 .75 




25C2i 


25CB 


63.75 


4 ■ c ft «t 
162N 


25G21 


161CA 


30 . 04 




25C21 


25CB 


0 ^ ,4 ft 
82 . 42 


65CA 


25C21 


25GB 


98.99 


Z Dour 


25C22 


25CB 


34.66 


ft e r»>> 

25SG 


25C22 


2 5N 


70.64 




25C22 


25CA 


AG *JC : 

48 . 75 


ft e ft^"» 

25 SG 


25C22 


19NE2 


98.64 




25C22 


24C 


78 .81 


■"■ ft e 

25SG 


ftC«ft ft 

25C22 


162ND1 


56.90 




25G22 


26N 


47 .65 


ft r ft /■» 

25SG 


25C22 


25C 


40 .82 




25C22 


1610 


Oi . ^ ft 
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25C34 


65C 


15.62 


66N 


25C34 


25SG 


96.34 


66N 


25C34 


66C 


31.01 


65CA 


25C34 


65C 


18.75 


65CA 


25C34 


25SG 


85.74 


65CA 


25C34 


66C 


64.35 


65C 


25C34 


25SG 


95.57 


65C 


25C34 


66C 


46.29 


25SG 


25C34 


1610 


60.31 


25SG 


25C34 161C 


66.90 


1610 


25C34 


161C 


14.93 


660 


25C35 


66C 


7.49 


660 


25C35 


68CE 


57,46 


660 


25C35 


66N 


3S.66 


660 


25C35 


163GB 


89.86 


660 


25C35 


66CA 


21.29 


66C 


25G35 


68GE 


64.25 


66C 


25C35 


66N 


32 .33 


66C 


25C35 


163 GB 


97 .34 


66C 


25C35 


66CA 


16.42 


68CE 


25C35 


66N 


88.65 


68CE 


25G35 


163CB 


42.93 


68CE 


25C35 


163N 


71.03 


68CE 


25C35 


66CA 


78.09 


66N 


25C35 


66CA 


16.42 


163 GB 


25C35 


163N 


28.84 


660 


25G36 


68CE 


48.64 


660 


25C36 


67CD1 


56,25 


660 


25C36 


67CE1 


67.39 


134GB 


25C36 


209CD2 


53.33 


134CB 


25C36 


68CE 


70.27 


134CB 


25G36 


160O 


87 .04 


134CB 


25C36 


162N 


72.66 


134CB 


25C36 


160C 


74.39 


134CB 


25G36 


161C 


86.84 


134CB 


25C36 


161CA 


88.42 


134CB 


25C36 16 IN 


74.11 


134CB 


25C36 


160CB 


54.87 


209CD2 


25C36 


68CE 
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160O 


88.38 


209CD2 
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160C 


87.02 
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209CD2 


25C36 


67CD1 


54.52 


209CD2 


25C36 


67CE1 


55.35 


209CD2 


25C36 


161N 


98.98 


209CD2 


25C36 


160CB 


57.71 


68CE 


25C36 


67CD1 


70.75 


68CE 


25C36 


67CE1 


87.36 


1600 


25C36 


162N 


60.06 


1600 


25G36 160C 


14.84 


1600 


25C36 


161C 


52 .10 


1600 


25C36 161CA 


34.02 


160O 


25C36 


161N 


27.16 


1600 


25C36 


160CB 


35.85 


162N 


25G36 


160C 


49.38 


162N 


25C36 


16 ic 


15.90 


162N 


25C36 


161CA 


29.60 


162N 


25C36 


16 IN 


33.75 


162N 


25C36 


160CB 


69.36 


160C 


25C36 


161C 


45.30 


16 OC 


25C36 


161CA 


29.33 


160C 


25C36 


161N 


15.76 


16 OC 


25C36 


160CB 


29.68 


161C 


25G36 


161CA 


18.21 


16 1C 


25C36 


16 IN 


30.25 


161C 


25C36 160CB 


71.28 


161CA 


25C36 161N 


17.23 


161CA 


25C36 160CB 


58.05 


67CD1 


25C36 


67CE1 


16.61 


67CE1 


25C36 


160CB 


96.33 


161N 


25C36 


160CB 


41.59 


162N 


25C37 


162C 


38.77 


162N 


25C37 


163N 


55.65 


162N 


25C37 


1620 


43 . 88 


162N 


25C37 


161C 


19.66 


162N 


25C37 


161N 


43.11 


162N 


25C37 


162CA 


20.61 


162N 


25C37 


161CA 


36.42 


162N 


25C37 


160C 


61.64 


162N 


25C37 


163CA 


72.52 


162N 


25C37 163CB 


88.83 


162N 


25C37 


160O 


71.57 


162N 


25C37 


160GB 


86.86 


162N 


25C37 134CA 


86.74 


162N 


25C37 


1610 


27.40 


162N 


25C37 


160CA 


69.38 


134CB 


25C37 


162C 


80.90 


134CB 


25C37 


163N 


83.96 


134CB 


25C37 


1620 


64.46 


134CB 


25C37 


161N 


96.15 


134GB 


25C37 


162CA 


99.27 


134CB 


25C37 


16 OC 


92.07 


134CB 


25C37 


163CA 


69.42 


134CB 


25C37 


163CB 


75.64 


134CB 


25C37 160CB 


64.54 


134CB 


25C37 


134CA 


17.37 


134GB 


25C37 160CA 


74.76 


134CB 


25C37 


68CE 


75.20 


134CB 


25C37 209CD2 


53.65 


162C 


25C37 


163N 


20.04 


162C 


25C37 


1620 


18.39 


162C 


25C37 


161C 


56.63 


162C 


25G37 


161N 


77.75 


162C 


25C37 


162CA 


22.08 


162C 


25C37 


161CA 


75.17 


162C 


25C37 


160C 


94.90 


162C 


25C37 


163CA 


33.93 


162C 


25C37 


163CB 


51.74 


162C 


25C37 


134CA 


63.54 


162C 


25C37 


1610 


57.80 


162C 


25C37 


160CA 


95.14 


162C 


25C37 


68CE 


93.53 


163N 


25C37 


1620 


33.61 


163N 


25C37 


161C 


70.64 


163N 


25C37 


161N 


97 . 07 


163H 


25C37 


162GA 
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163N 
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161CA 


91.41 
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163CA 
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25C37 
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163N 
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134CA 
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25C37 
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163N 


25C37 


68CE 


75,10 


1620 


25C37 


1610 


63.53 


1620 


25C37 


16 IN 


73.01 


1620 


25037 


162CA 


34.99 


1620 


25C37 


161CA 


77.20 


\ •;}-.1620-.*V 


25C37 


160C 


87.26 


1620 


25C37 


163CA 


38.61 


1620 


25C37 


163CB 


58.25 


1620 


25C37 


160CB 


91.83 


'^; : v;;it6;2o. 


2SC37 


134GA 


47.36 


1620 


25C37 


1610 


68.76 


?. Y - r ::i62o;7^ 


25C37 


160GA 


82.84 


1620 


25C37 


68GE • 


96.46 




25C37 


16 IN 


37.46 


161C 


25C37 


162CA 


35.43 




25C37 


161CA 


21.87 


161C 


25C37 


160C 


54>49 


161C 


25C37 


163CA 


89.14 


161C 


25C37 


1600 


59.67 


: ^'v : -l#C;: : .. 


25C37 


160GB 


85.75 


1610 


25C37 


1610 


13.22 


• ;:- J i61C : 


25C37 160CA 


67.48 


161N 


25C37 


162CA 


' 63,61 


i 6 iN 


25037 


161CA 


20.70 


161N 


25C37 


160C 


18.54 


161N 


25C37 


1600 


30.38 


161N 


25C37 


160CB 


48.33 


161N 


25037 


134CA 


92 . 03 


161N 


25C37 


1610 


49.54 


161N 


25037 


16 OCA 


30.13 


162CA 


25C37 


161CA 


55.77 


162CA 


25C37 


160C 


82.09 


162CA 


25C37 


163CA 


53.72 


162CA 


25C37 163CB 


68.64 


162CA 


25C37 


160O 


92.06 


162CA 


2 503 7 


134CA 


82.32 


162CA 


25C37 1610 


35.74 


162CA 


25C37 160OA 


88.24 


161CA 


25C37 160C 


34.21 


161CA 


25C37 


160O 


37 . 80 


161CA 


25C37 


160CB 


67.22 


ieiGA 


25037 


1610 


31.20 


161CA 


25C37 


160CA 


49 . 65 


: ieoc 


25C37 


1606 


15.98 


160G 


25C37 


160CB 


33.38 


160G 


25037 


134GA 


93 . 50 


160C 


25G37 


1610 


65.32 


^60G 


2 503 7 


16 OCA 


17.61 


160C 


25C37 


209CD2 


89.23 


S. 163CA •■ 


25037 


163GB 


19.64 


163GA 


25C37 


134CA 


55.20 


163CA ; 


25037 1610 


86. 98 


163CA 


25C37 


68CE 


59.96 


;. 163CB 


25037 13 4CA 


65.55 


163CB 


25C37 


1610 


97.16 


163CB 


25037 


6 80S 


41.99 


160O 


25C37 160CB 


38.98 




25C37 


1610 


67.69 


1600 


25C37 


160CA 


29.34 


1600 


25C37 


209CD2 


86.31 


160GB 


25C37 


134CA 


72 .65 


160CB 


25037 


1610 


97.76 


160CB 


25C37 


160CA 


18.30 


160CB 


2 503 7 


209CD2 


58. 20 


134CA 


25C37 


160CA 


77.94 


134CA 


2 503 7 


68CE 


77.56 


134CA 


25C37 


209CD2 


71.01 


1610 


25C37 160CA 


79.66 


160CA 


25C37 


209CD2 


76.48 


68CE 


25037 


209CD2 


74.72 


209CD2 


25C38 


67CD1 
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25038 


67CE1 


73 . 16 
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25C38 


134CB 


65.56 
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209CD2 


2SC38 


209CG 


16.73 


209C02 


25C38 


67CG 


84i81 


67CD1 


25C38 


67CE1 


20.70 


67CD1 


25C38 


68CE 


89.96 


67CD1 


25C38 


660 


66.53 


67CD1 


25C38 


209CG 


75.95 


67CD1 


25C38 


67CG 


12 .21 


67CD1 


25C38 


67CA 


, 42.12 


67CE1 


25C38 


660 


77.82 


67GE1 


25C38 209CG 


80.22 


67CE1 


25C38 


67CG 


30.41 


67CE1 


25C38 


67GA 


60.82 


68CE ■ 


25C38 


134CB 


80.62 


68CE 


25C38 


660 


53; 63 


68GE 


25C38 


209CG 


90.75 


68CE 


25G38 


67CG 


80v08 


68CE i 


2SC38 


67CA 


50 .64 


134CB 


2SC38 209GG 


59.36 


660 ; • 


25038 


67CG 


54.73 


660 


25C38 


67GA 


34.43 


209GG 


25C38 


67CG 


83. 39 


209CG 


25G38 


67CA 


92.38 


67CG 


25C38 


67CA 


30.58 


65GA 


25G39 


66N 


39.58 


65CA ■ 


25C39 


660 


81.69 


65CA 


25C39 


26CD1 


58.77 


65CA 


25C39 


65C 


21.13 


65CA 


25C39 


26CB 


87.77 


65CA 


25C39 


26CG 


70.14 


65GA 


25C39 


66C 


-76^3/ 


6SCA 


25G39 


65N 


10.50 


65CA 


25C39 


26N 


97.84 


, 65CA ... 


25C39 


66CA 


51.95 


65CA 


25C39 


230 


44V24 


25SG 


25C39 


26CD1 


80s 82 


25SG 


25039 


26GB 


77.99 


25SG 


25C39 


26CG 


82.69 


25SG 


25C39 


26N 


48.23 


25SG 


25C39 


230 


74.80 


25SG 


25C39 


1610 


65 .02 


66N 


25G39 


660 


42 . 13 


66N 


25C39 


26CD1 


49.89 


66N 


25C39 


65C 


18.53 


66N 


25C39 


26GB 


61.31 


66N 


25C39 


26CG 


50 . 14 


66N 


25C39 


66C 


30.88 


66N 


25C39 


65N 


49.74 


66N 


25C39 


26N 


85.92 


66N 


25C39 


66CA 


12.40 


66N 


25C39 


230 


70.96: 


660 


25C39 


26CD1 


64. 20 


660 


25C39 


65C 


60.58 


660 


25C39 


26GB 


46.66 


660 


2SC39 


26GG 


SI. 76 


660 


25C39 


66C 


11.26 


660 


25C39 


65N 


91.86 


660 


25C39 


26N 


76.72 


660 


25C39 


66GA 


29.74 


26CD1 


25C39 


65C 


52.77 


26CD1 


25C39 


26CB 


33176 ' 


26CD1 


25C39 


26CG 


16.02 


26CD1 


25C39 


66G 


59.08 


26GD1 


25C39 


65N 


61.27 


26CD1 


25G39 


26N 


40.34 


26CD1 


25C39 


66CA 


52.43 


26CD1 


25G39 


230 


46.03 


65C 


25C39 


26CB 


74 .04 


65C 


25C39 


26CG 


59.01 


65G 


25C39 


66C 


49.32 


65C 


25C39 


65N 


31.45 


65C 


25C39 


26N 


92.79 


65C 


25C39 


66CA 


30.85 


65C 


25C39 


230 


58.16 


26CB 


25G39 


26CG 


18.51 


26CB 


2SC39 


66C 


48.81 


26CB 


25C39 


65N 


92 .88 
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26CB 


25C39 


26N 


30.42 


26CB 


25C39 


66CA 


55.33 


26GB 


25C39 


230 


78.36 


26CG 


25C39 


66C 


49.18 


26CG 


25C39 


65N 


74.55 


26CG 


25C39 


26N 


35.79 


26CG 


2SC39 


66CA 


48.23 


26CG 


25C39 


230 : .' 


61.96 


66C 


25C39 


65N 


80.62 


66C 


25C39 


26N ;' 


79 . 15 


66C 


25C39 


66CA 


18.48 


66C 


25C39 


230 


96.37 


65N 


25G39 


26N 


97.76 


65N 


25C39 


66CA 


:'' : ' ; i62:. ; 14;. 


65N 


25C39 


230 


37.19 


26N 


25C39 


66CA 


83.19 


26N 


2503.9 


230 


67.94 


66CA 


25C39 




81.21 


66N 


25040 


660 


55 .03 


66N 


25O40 


26CD1 


68.97 


66N 


25O40 


65CA 


46.68 


66N 


25O40 


26GB 


85.08 


66N 


25040 


26CG 


70.07 


66N 


25O40 


65C 


21.06 


66N 


25O40 


66C 


40.07 


66N 


2SO40 


66CA ", 


17.56 


66N 


25O40 


26NE1 


58.94 


66N 


25O40 


N'65NiV < 


53.77 


66N 


25040 


230 


82.65 


66N 


25O40 


26CD2 


60.09 


66N 


25O40 


650 


19.20 


66N 


25O40 


26CE2 


54.44 


660 


25040 


26CD1 


89.64 


660 


2SO40 


26CB 


63.20 


660 


25040 


26CG 


71.47 


660 


25O40 


650 


75.92 


660 


25O40 


66C 


15.74 


660 


25O40 


66CA 


38.45 


660 


25O40 


26N 


99.32 


660 


25O40 


26NE1 


91.06 


660 


2504 0 


26GA 


79.34 


660 


25040 


26CD2 


68 . 55 


660 


25O40 


650 


74.21 


660 


25O40 


68CE 


47 .85 


660 


25O40 


26CE2 


78.85 


26CD1 


25040 


65CA 


74.34 


26C01 


25O40 


26 GB 


46.12 


26CD1 


25O40 


26CG 


22.72 


26CD1 


25040 


65C 


67.94 


26CD1 


25040 


66C 


79.23 


26CD1 


25O40 


66CA 


69.49 


26CD1 


25O40 


25SG 


92.07 


26CD1 


25O40 


26N 


50.30 


26CD1 


25O40 


26NE1 


14.37 


26CD1 


25O40 


26CA 


50.84 


26CD1 


25O40 


65N 


70.61 


26CD1 


25O40 


230 


51.41 


26CD1 


25O40 


26CD2 


21.35 


26CD1 


25040 


650 


66.27 


26CD1 


25040 


68CE 


92.41 


26CD1 


25O40 


26CE2 


14.76 


26CD1 


25O40 


25N 


52.65 


65CA 


25O40 


26CG 


91.43 


65CA 


25040 


65C 


25.75 


65CA 


25040 


66C 


86.58 


65CA 


25O40 


66CA 


64.21 


65CA 


25040 


26NE1 


60.05 


65CA 


25O40 


65N 


8.97 
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25040 


230 


48.18 


65CA 


25040 


26CD2 


82.47 


65CA 


25040 


650 


27.92 


65CA 


25040 


26CE2 


67 .12 


65CA 


25O40 
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26CB 
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26CG 


24.84 


26CB 


25O40 


65C 
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66C 
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26GB 


25040 


66CA 


72.60 


26CB 


25040 


25SG 


89.79 


26 GB 


25O40 


26N 


37; 46 


26 GB 


25040 


26NE1 


58.62 


26GB 


25O40 


26CA 


19.07 


26GB 


2504 0 


230 


95.25 


2 6CB 


25O40 


26CD2 


3 3. U 


26CB 


25040 


650 


95.49 


26CB 


25O40 


68CE 


46.43 


26CB 


25046 


26CE2 


49.00 


2 6GB 


25O40 


25N 


67.75 


26CG 


25O40 


65G 


77.41 


26CG 


25O40 


66C 


64.77 


26GG 


25O40 


66CA 


63.32 


26CG 


25040 


25SG 


97.02 


26CG 


25640 


:v26N: ; . 


44 . 89 


26CG 


.25640 


26NE1 


33.94 


26CG 


25040 


26CA 


35.84 


26CG 


25O40 


65N 


89.76 


26GG 


25040 


230 


74.03 


26CG 


25040 


26CD2 


10.27 


26CG 


25O40 


650 


75.16 


26CG 


25O40 


68CE 


70.18 


26CG 


2504 0 


26CE2 


24.36 


26CG 


2 504 6 


25N 


62.89 


65C > 


25O40 


66G 


61.12 


65C 


2504 0 


66CA 


38 .51 


65C 


25040 


26NE1 


54 , 62 


65C 


25040 


65N 


32173 


65G 


25040 


230 


65 . 00 


65C 


25O40 


26CD2 


67 .24 


65C 


25O40 


650 


2.52 


65G 


25640 


26CE2 


55.73 


66C 


25040 


66CA 


22.95 


66C 


25O40 


26NE1 


78.03 


66C 


25O40 


26CA 


81.98 


66C 


25O40 


65N 


93.83 


66C 


25O40 


26CD2 


59.43 


66G 


25O40 


650 


59 . 25 


66C 


25O40 


68CE 


60.81 


boG 


25040 


26CE2 


66.69 


66CA 


25040 


26NE1 


63.40 


66CA 


25O40 


26CA 


91.57 


66CA 


25040 


65N 


71.07 


66CA 


25O40 


230 


96.11 


66CA 


25040 


26CD2 


54.65 


66CA 


25O40 


650 


36.50 


66CA 


25040 


68GE 


82.71 


ooGA 


25O40 


26CE2 


54 .95 


25SG 


25040 


26N 


53 .76 


25SG 


25040 


26CA 


70.74 


25SG 


25O40 


230 


76.38 


25SG 


2 5040 


68CE 


91.56 


25SG 


25040 


25N 


39.87 


2oN 


25O40 


26NE1 


64.06 


26N 


25O40 


26CA 


19.99 


2 6N 


2 5040 


230 


77 .54 


26N 


25O40 


26CD2 


54.76 


2oN 


25040 


68CE 


65.32 


26N 


25040 


26CE2 


62 .82 


26N 


25040 


25N 


33 . 74 


26NE1 


25040 


26CA 


65.10 


26NE1 


25O40 


65N 


56.73 


26NE1 


25040 


230 


44.12 


26NE1 


25O40 


26CD2 


28.39 


26ME1 


25040 


650 


53.18 


26NE1 


25O40 


26CE2 


12.89 


26NE1 


25040 


25N 


60.41 


26CA 


25O40 


230 


91 . 40 


26CA 


25040 


26CD2 


45.97 


26CA 


25O40 


68CE 


49.24 


26CA 


25040 


26CE2 


59.06 


26CA 


25040 


25N 


53 . 14 


6SN 


25041 


230 


39.46 


65N 


25040 


26CD2 


81.69 


65N 


2504. 


650 


34.59 
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230 


25040 
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25040 
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260)2 


25040 


26CE2 


650 


25640 


26CE2 


68CE 


25040 


25N 


25SG 


2SN4i 


1610 


25SG 


251141 


26CD1 


25S6 


25N41 


:-23C ;• 


25SG 


25N41 161C 


25SG 


25N41 


162CA 


65CA 


25N41 


230 


65CA 


25N41 


66N 
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19CD 


25C32 


162ND1 


70.79 


19CD 


25C32 


162CE1 


60.09 


184CD1 


25C32 


162ND1 


69.23 


184CD1 


25C32 


162CE1 


53.91 


162ND1 


25C32 


162CE1 


16.00 


184NE1 


25033 


190E1 


71.37 


184NE1 


25033 


19CD 


86.43 


184NE1 


25033 


184CE2 


20.79 


184NE1 


25033 


184CD1 


17 . 17 
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184NE1 


25033 


162CE1 


60.07 


184NE1 


25033 


184CZ2 


41.79 


184NE1 


25033 


162ND1 


76.01 


184NE1 


25033 


: ; : 'vl?(CG 


80.45 


184NE1 


25033 


184CD2 


16.63 


184NE1 


25033 


162NE2 


50.59 


184NE1 


25033 


184CG 


13.72 


184NE1 


25033 


162|g • 


72.21 


184NE1 


25033 


25CB 


93.48 


190E1 


25033 


19NE2 


40 .72 


190E1 


25033 


19CD 


21.44 


190E1 


25033 


184CE2 


91.61 


190E1 


25033 


184CD1 


61.45 


190E1 


25033 


i62CEl 


! 59:41 


190E1 


25033 


162ND1 


74. 4S 


190E1 


25033 


^'1§gg0; 


30.46 


190E1 


25033 


184CD2 


87.26 


190E1 


25033 162NE2 


64.69 


190E1 


25033 


184CG 


72.71 


190E1 


25033 


162CG 


83.38 


190E1 


25033 


25CB 


44.37 


19NE2 


25033 


19CD 


22.85 


19NE2 


25033 184CD1 


95.28 


19NE2 


25033 


162CE1 


91.27 


19NE2 


25033 


162ND1 


97.51 


19NE2 


25033 


19CG 


32.33 


19NE2 


25033 


25CB 


55.21 


19CD 


25033 184CD1 


72.73 


19CD 


25033 


162CE1 


79.91 


19CD 


25033 i62kDl 


92.65 


19CD 


25033 


19CG 


15.53 


19CD 


25033 


162NE2 


85.98 


19CD 


25033 


184CG 


83 .64 


19CD 


25033 


25 GB 


55,10 


184CE2 


25033 


184CD1 


35.82 


184CE2 


25033 


162CE1 


66.09 


184CE2 


25033 


184CZ2 


21.88 


184GE2 


25033 


162ND1 


• 76.32 


184CE2 


25033 


184CD2 


10.76 


184CE2 


25033 


162NE2 


. 54.99 


184CE2 


25033 


184C6 


26.75 


184CE2 


25033 


162CG 


68 .94 


184CD1 


25033 


162CE1 


68.79 


184CD1 


25033 


184CZ2 


57.65 


184GD1 


25033 


162ND1 


87,29 


184CD1 


25033 


19GG 


64.62 


184CD1 


25033 


184CD2 


27.61 


184CD1 


25033 


162NE2 


61 . 38 


184CD1 


25033 


184CG 


11.29 


184CD1 


25033 


162CG 


85.74 


184CD1 


25033 


25CB 


93 . 60 


162CE1 


25033 


184CZ2 


67.50 


162CE1 


25033 162ND1 


20.07 


162CE1 


25033 


19CG 


89.40 


162CE1 


25033 184CD2 


72.00 


162CE1 


25033 


162ME2 


11.22 


162CE1 


25033 


184CG 


72 .92 


162GE1 


25033 


162CG 


25.06 


162CE1 


25033 


25CB 


41.49 


184CZ2 


25033 


162ND1 


70.13 


184CZ2 


25033 


184CD2 


31.61 


184CZ2 


25033 


162NE2 


56.74 


184CZ2 


25033 


184CG 


48.49 


184CZ2 


25033 


162GG 


60 .18 


162ND1 


25033 


184CD2 


84,61 


162ND1 


25033 


162NE2 


25 .95 


162ND1 


25033 


184CG 


89.59 


162ND1 


25033 


162CG 


11.10 


162ND1 


25033 


25CB 


42 .3 8 


19CG 


25033 


184GD2 


91.76 


19CG 


25033 


162NE2 


93.17 


19CG 


25033 


184CG 


74.56 


19CG 


25033 


25CB 


70.08 


184CD2 


25033 


162NE2 


61.34 


184CD2 


25033 


184CG 


17.21 


184CD2 


25033 


162CG 


78.20 
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162NE2 


25033 


184CG 


63.94 


162NE2 


25033 


162CG 


26.05 


162NE2 


25033 


25CB 


52.56 


184CG 


25033 


162CG 


85.93 


162CG 


25033 


25CB 


53.49 


184NE1 


25034 


184CE2 


18:11 


184NE1 


25034 


184CZ2 


33.70 


184NE1 


25034 


;■ 19NE2 


70; 03 


184NE1 


25034 


184C01 


15.57 


184NE1 


25034 


UlSCD-V' 


56;P5 : 


184NE1 


' 25034 


190E1 


43.11 


184GE2 


2Sp34 


184CZ2 


18yll 


184CE2 


25034 


19NE2 


87.63 


184GE2 


25034 


184CD1 


■ 28.12 


184CE2 


25034 


19CD 


74.10 


184CE2 


■ 25034 


190E1 


60.83 


184CZ2 


25034 


19NE2 


97.82 


184CZ2 


25034 184CD1 


46.02 


184CZ2 


25034 


19CD 


86.79 


184CZ2 


^5to4': 


190E1 


72.54 




25034 184C01 


68 .22 


19NE2 


(25034 


i?cp 


16.05 


19NE2 


25034 


190E1 


26 . 92 


184CD1 


25034 


; 19GQ 


52.52 


184CD1 


25034 


190E1 


42 . 67 


■ i9CD 


25034 


190E1 


. ; M:V4a;-- 


20O 


25C35 


19NE2 


68 .42 


200 


25C35 


i9|Cb 


70: 46 


200 


25C35 


19CG 


55.17 


200 


25C35 


i?bEi 


84.98 


200 


25C35 


21NE2 


59.84 


200 


25C35 


210E1 


59^50 


19NE2 


25C35 


184NE1 


74.82 


19NE2 


25C35 


19GiD 


18.63 


19ME2 


25C35 


19CG 


33.10 


19NE2 


: :45G35;: 


184CD1 


76v03 


19NE2 


25C35 


190E1 


29.73 


19NE2 


; -25Gi5-: 


184CE2 


89.27 


184NE1 


25C35 


19CD 


61.33 


184NE1 


25C3:5 


19CG 


69.26 


184NE1 


25C35 


184CD1 


18 .20 


184NE1 


25C35 


190E1 


46.19 


184NE1 


25C35 


184CE2 


15.64 


19CD 


25C35 


19CG 


20.18 


19CD 


25035 


184C01 


59.00 


19CD 


25G35 


190E1 


15.55 


19GD 


25C35 


184CE2 


76.79 


19CG 


25G35 


184GD1 


60S 31 


19CG 


25C3S 


190E1 


31.00 


19CG 


25C35 184GE2 


' 84.62 


164CD1 


25C35 


190E1 


46.45 


184CD1 


25C35 184CE2 


27; 90 


190E1 


25G35 184CE2 


61.48 


21NE2 


25G35 


210E1 ; 


' 26 ^73 


21NE2 


25C36 


200 


62 .73 


21NE2 


25C36 


21CD 


14,08 


200 


25G36 


19CG 


49.13 


20O 


25C36 


21CD 


53 ,84 


184CD1 


25C36 


184NE1 


18.40 


184CD1 


25C36 


184CG 


16.42 


184CD1 


25C36 184CE2 


27.92 


184GD1 


25G36 


19CG 


56.22 


184NE1 


25C36 184CG 


28.30 


184ME1 


25C36 


184CE2 


16 .44 


184NE1 


25C36 


19CG 


61.95 


184CG 


25C36 


184GE2 


27.91 


184CG 


25C36 


19CG 


70.47 


184CE2 


25C36 


19GG 


78.31 


21NE2 


25C37 


200 


79.74 


21NE2 


25C37 


21CD 


16.72 


21ME2 


25C37 


210E1 


29.73 


21NE2 


25C37 


20C 


72.88 


200 


25C37 


21CD 


66.28 


20O 


25C37 


210E1 


66 .79 


200 


25C37 


20C 


14.00 


21CD 


25C37 


210E1 


16.17 
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21CD 25C37 20C 62.16 210E1 25C37 2GC 66.88 

21NE2 25C38 21GD 9.90 21NE2 25G38 20O 63.92 

21CD 25C38 20O 54.43 184CC 25C40ii84CB 20.90 

184CG 25C40 184CD2 19.97 184CG 25O40 184CD1 18.76 

184CG 25C40 184CE2 29.83 184CG 25C40 184NE1 29.07 

184GG 25C40 184CE3 34.09 184CG 25C40 1840 55.54 

184CG 25C40 184GA 32.20 184CB 25G40 J?84Gp2 36.24 

184CB 25C40 184GP1 35.47 184GB 25C40 184CE2 50.10 

184GB 25C4P 184NE1 49.38 184GB 25C40M84CE3 43.19 

184GB 25C40 1840 34.81 184GB 25G40; 184CA 17.73 

184CD2 25C40 184GD1 30.80 184CD2 25G40 184CE2 17.77 

184GP2 25C40 184NE1 29.02 184CD2 25G40 184CE3 17 .34 

184GD2 25G40 1840 69 . 94 184GD2 25G40 184CA 51,16 

184GDi; 25C40 184CE2 28.86 184CD1 25G40 184NE1 17.14 

184CD1 25C40 184CE3 47.95 184CD1 25C40 1840 66.59 

184CD1 25C40 184CA 38.47 184CE2 25C40 184NE1 17.07 

184GE2 25C40 184CE3 30.61 184CE2 25C40 1840 84.89 

184CE2 25C40 184CA 61.54 184NE1 25C40 184CE3 45.35 

184NE1 25C40 1840 82 .69 184NE1 25C40 184CA 55. 3 0 

184GE3 25C40 1840 71.49 184CE3 25C40 184CA 60.55 

1840 25C40 184CA 28.85 184CD1 25C41 184CG 21.77 

184CD1 25C41 184NE1 21.97 184CD1 25C41 184CD2 35.07 

184CD1 25C41 184CE2 34.98 184CD1 25C41 184CB 36.36 

i84Cpi 25C41 184CE3 51 . 22 184CD1 25C41 184022 SO. 86 

184Cpi 25C41 184CA 37.30 184CG 25041 184NE1 35.87 

184GG 25C41 184CD2 21.86 184GG 25C41 184CE2 35.60 

184CG 25G41 184CB 19.28 184CG 25G41 184GE3 34.71 

184CG 25G41 184C22 50.97 184CG 25G41 184GA 30.15 

184NE1 25C41 184CD2 34.95 184NE1 25C41 184CE2 20.95 

184NE1 25041 184CB 54.49 184NE1 25C41 184CE3 50.02 

184NE1 25C41 184C22 33.28 184NE1 25C41 184CA 58.90 

184CP2 25041 184GE2 21.45 184CD2 25C41 184CB 36.52 

184CD2 25C41 184CE3 16.39 184CD2 25C41 184CZ2 32.78 

184CD2 25C41 184CA 51.13 184CE2 25C41 184CB 54.20 

184CE2 25C41 184CE3 32.31 184CE2 25C41 184CZ2 16.30 

184CE2 25C41 184CA 65.12 184CB 25C41 184CE3 43.07 

184GB 25C41 184CZ2 68.63 184CB 25C41 184CA 17.27 

184CE3 25C41 184CZ2 36.53 184CE3 25C41 184CA 59.94 
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184CZ2 


25C41 


184CA 


80.95 


25SG 


25042 


25CB 


38.64 


25SG 


25042 


25N 


73.56 


25SG 


2S042 


25CA 


53.59 


2SSG 


25042 


24C 


84.78 


25SG 


25042 


190E1 


88.63 


25SG 


25042 


25C . 


44 .83 


25SG 


25042 


26N 


45.60 


25SG 


25042 162ND1 


49 .49 


25SG 


25042 


162CE1 


54.51 


25SG 


25042 


26CD1 


74V03 


25GB 


25042 


25N 


49.39 


25 GB 


25042 


19NE2 


81.36 


25GB 


25042 


24N 


99.21 


25CB 


25042 


25CA 


25.75 


25CB 


25042 


24C 


62 . 7 6 


25CB 


25042 


24CA 


84 t 14 


25GB 


25042 


19CD 


66.86 


25CB 


25042 


190E1 ' 


53i70 


25 GB 


25042 


25C 


31.71 


25GB 


25042 




46.47 


25 GB 


25042 


162ND1 


47.29 


25CB ; 


25042 162CE1 


39.19 


25CB 


25042 


26CD1 


82.79 


25N j 


25042 


23C ,' 


70.38 


25N 


25042 


23GA 


94.53 


25N 


25042 


19NE2 


73.90 


25N 


25042 


24N 


51.16 


25N 


25042 


25CA 


23.79 


25N 


25042 


230 


72 : 18 


25N 


25042 


24G 


13.37 


25N 


25042 


24CA 


34.78 


25N 


25042 


19CD 


67 .53 


25N 


25042 


190E1 


67.99 


25N 


25042 


220 


80.7? 


25N 


25042 


25C 


28.88 


25N 


25042 


26N 


36^19 


25N 


25042 


162ND1 


95.82 


25N 


25042 


23N 


91.99 


25N 


25042 


22C 


85.72 


25N 


25042 


162CE1 


84.41 


25N 


25042 


26CD1 


52.11 


23C 


25042 


23GA 


27.54 


23C 


25042 


19NE2 


81.75 


23C 


25042 


24N 


23.31 


23C 


25042 


25CA 


94.12 


23C 


25042 


230 


20.23 


23G 


25042 


24C 


57.01 


23C 


25042 


24CA 


35.64 


23C 


25042 


19CD 


92 .20 


23C 


25042 


220 


49.02 


23C 


25042 


230OH2 


70.61 


23C 


25042 


25C 


93.36 


23C 


25042 


26N 


86.51 


23C 


25042 


23N 


31.08 


23C 


25042 


22G 


39.18 


23C 


25042 


26CD1 


57.51 


23CA 


25042 


19NE2 


75.36 


23CA 


25042 


24N 


43.40 


23CA 


25042 


230 


40.93 


23CA 


25042 


24C 


81.51 


23CA 


25042 


24CA 


60.46 


23CA 


25042 


19CD 


89,50 


23CA 


25042 


220 


38.60 


23CA 


25042 


230OH2 


46.00 


23CA 


25042 


23N 


9.62 


23CA 


25042 


22C 


25.11 


23CA 


25042 


26CD1 


82.64 


19NE2 


25042 


24N 


65.75 


19NE2 


25042 


25CA 


78.16 


19NE2 


25042 


24C 


73 . 53 


19NE2 


25042 


24CA 


73.72 


19NE2 


25042 


19CD 


14.86 


19NE2 


25042 


190E1 


30.78 


19NE2 


25042 


220 


36.84 


19NE2 


25042 


230OH2 


94.24 
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1 QMPO 


* PV^ :* 


z 


Q A AO 

^4 . Oz 


19NE2 


25042 


162ND1 


84.58 




2 504* 


Z 


op . 76 


19NE2 


25042 


22C 


50.27 


J.^IM£»Z 


Z jU4z 


loZCEl 


71 .88 


24N 


25042 


25CA 


74.59 




ocn'iio' : 
Z3042 


230 


i a ■ A *> 

38.03 


24N 


25042 


24C 


38.35 


Z4£VJ .. 


Z3U4Z 


24CA 


18. 53 


24N 


25042 


19CD 


72.99 






19QE1 


86.24 


24N 


25042 


220 


42.70 




Z5Q42 


23 0OH2 


OA 4 A 

89 .40 


24N 


25042 


25C 


78.15 


Z4N 


A CA J A 

25042 


2 6N 


76.91 


24N 


25042 


23N 


41.41 


Z4AI 


25042 


22C 


39 . 81 


24N 


25042 


26CD1 


59.70 




25042 


23Q 


93 .85 


25CA 


25042 


24C 


37.14 


- ZOwi 


OCOAO 
2 5Q42 


24GA; 


58 . 56 


25CA 


25042 


19CD 


66.70 




: 2 504 2 


igoEi 


'■ C A ' A A 

60 . 00 


25CA 


25042 


220 


97.56 




25042 




16.18 


25CA 


25042 


2 6N 


32.48 


ZDUA 


25Q42 


162ND1 


72 . 81 


25GA 


25042 


162CE1 


62 . 96 




2 504 2 


26CD1 


63 .86 


230 


25042 


24C 


59.84 


o in 

Z JU 


25042 


24CA 


41 .50 


230 


25042 


220 


69.15 




25042 


23 00H2 


73 .61 


230 


25042 


250 


87.62 




2 5U42 


2"N 


76.22 


230 


25042 


23N 


47.69 




ZDU4Z 


zZC 


CO 

58.56 


230 


25042 


26CD1 


41.93 


z%\» 


ZOU4Z 


nip* 


21.42 


24C 


25042 


I9CD 


70.59 


24^ 


OCAXO 




74 .79 


A 'A 

24C 


25042 


220 


72.25 


24r 


ZDU4Z 


. Z DG 


40 . 11 


24C 


25042 


26N 


42.88 


24C 


ocaao 
ZDU4Z 


ZjN 


79 . 63 


24C 


25042 


22C 


75 .07 


24p 


Z 




96 .91 


24C 


25042 


26CD1 


47.33 


24PA 


Z jU4Z . 




76 . 47 


24CA 


25042 


190E1 


85 .89 




. Z3U4Z 




C A - -1 O 

59 .12 


24CA 


25042 


25C 


60.08 




ZDU4Z 


ZoN 


58 . 46 


24CA 


25042 


23N 


59 . 62 


9APA 


ZDU4Z 


ZZC 


er a A«t 

58.07 


24CA 


25042 


26CD1 


46.49 




25042 


190E1 


16. 46 


19CD 


25042 


220 


50.92 


1 Qpn 


25042 


25C 


82 . 87 


19CD 


25042 


26N 


98.50 




25042 


162ND1 


72.56 


19CD 


25042 


23N 


79.96 


19CD 


25042 


22C 


64.41 


19GD 


25042 


162CE1 


58 . 81 


190E1 


25042 


220 


67.33 


190E1 


25042 


25C 


75.67 


190E1 


25042 


26N 


92.41 


190E1 


25042 


162ND1 


56.82 


190E1 


25042 


23N ; 


96.37 


190E1 


25042 


22C 


80.82 


190E1 


25042 162CE1 


42.61 


220 


25042 


230OH2 


68.87 


220 


25042 


23N 


29.05 


220 


25042 


22C 


13.49 


230OH2 


25042 


23N 


49.64 


230OH2 


25042 


22C 


59.44 
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25C 25042 26N 16.85 25C 25042 162ND1 77.20 

25C 25042 162CE1 70.85 25C 25042 26CD1 51.53 

26* 25042 162ND1 87.91 26N 25042 162CE1 84.47 

26N 25042 26CD1 36,52 162ND1 25042 162CE1 15.10 

23N 25042 22C 15-56 23N 25042 26CD1 88.32 

; 22C 25042 26CD1 95 . 66 
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TABLE XVin 

Table of angles between atoms of the inhibitor and protein for 

all protein atoms within 5 Angstroms of the inhibitor f-[N^ 
t (phenylniethoxy ) carbohyl ]>Lrleueyl ] - 1 -N [N- (methyl) -L-leucyl) ] -3 

pyrrolidinone. 



nbOlu X: 


riCOIU X 


Atom 3 


Angle 


Atom 1 


Atom z 


Atom 3 


Angle 


2 A 9nU2 




i pom 

x 0UU1 


67 


.89 


x4xUnx 


xOCl 


18CG 


56.00 






1 ftMTlO 


40 


.01 




xDCl 


1840 


81 .97 


x^ixwXlX 


2*501 


1 RAC 


88 


.17 




0 <5/*1 


21NE2 


62 .78 


2420H2 


X *JLX 


2 ON 

X VJVt 


79 


.06 


i iiftni 

lOUUJ. 




lo4CDl 


79.40 




25C1 




74.81 








85 . 32 






l ft 4r a 


53 


.47 


i pnni 


2*%l*1 


1 OOP 


11.94 


180D1 






28 


.26 


i ftoni 

lOUJJl 




X04NE1 


92 .34 


180D1 


25P1 

X wVmX 




58 


.92 


i ftnm 




xo4L 


49 . 03 


180D1 


X WLX 


21NE2 


93 


.14 


i ftnni 

lOUUl 


ZOL1 


xUN 


A 1 ■ OA 

41.90 


184CD1 


25C1 


184CB 


38 


.10 


184mi 

X O m V«X/X 




1 fi^rr 


1Q Oil' 
l7 i >4 


184CD1 


25C1 


x o tb 


42 


.92 


i ft4cm 




XOtV? 


Art 0*T 


184CD1 


25C1 


184NE1 


15 


.56 








/ 1 . 3U 


184CD1 


25G1 


184CD2 


27 


;97 


184CD1 




1 flAP 

XQML 


in 

OX • X u 


184CD1 


25C1 


2 ON 


84 


.09 


184GB 


25P1 
X .j\_x 






184GB 


25C1 


184CA 


21 


.35 


184CB 




X OV~w 


Ox . Ov 


184GB 


25C1 


18ND2 


96 


.18 






1 ft4MT?1 


3U*Xj 


184GB 


25C1 


1840 


36 


•35 


184CB 


X JVl 


l ft4pn7 


jj . /.J 


184GB 


25C1 


184C 


32 


.01 


X O ■•V^VJ 


X JVl 




TIC 1Q 


184CG 


25G1 




95 


•04 


XO VvU 






ao> /0 




2*iP1 

X JWl 


1 PAH 


58 


.26 






lo4LDz 


15 . 95 


184CG 


25C1 


184C 


51 


.91 


184CA 


25C1 


18CG 


60.97 


184CA 


25C1 


18ND2 


76 


.21 


184CA 


25C1 


184NE1 


58. 19 


184CA 


25C1 


1840 


30 


.82 


184CA 


25C1 


184CD2 


51.40 


184CA 


25C1 


184C 


18 


.27 


184CA 


25C1 


2 ON 


84.75 


18CG 


25C1 


18ND2 


16 


.83 


18CG 


25C1 


1840 


59.45 


18CG 


25C1 


184C 


52 


.65 


18GG 


25C1 


21NE2 


87.86 


18CG 


25C1 


2 ON 


45 


.88 


18ND2 


25C1 


1840 


68. 25 


18ND2 


25C1 


184C 


65 


.08 


18ND2 


25C1 


21NE2 


75.52 


18ND2 


25C1 


20N 


49 


.20 


184NE1 


25C1 


1840 


85. 54 


184NE1 


25C1 


184CD2 


27 


.58 


184NE1 


25C1 


184C 


76.21 


184NE1 


25C1 


2 ON 


87 


.93 


1840 


25C1 


184CD2 


69.09 


1840 


25C1 


184C 


14 


.96 


184CD2 


25C1 


184C 


65.57 


184C 


25C1 


2 ON 


87 


.94 


21NE2 


25C1 


20N 


61.73 


184CD1 


2SC2 


184CG 


20 


.80 


184CD1 


25C2 


184NE1 


19.39 


184CD1 


25C2 


184CD2 


32 


.31 


184CD1 


25C2 


184CB 


37.15 



WO 97/16177 



PCT/US96717511 



TABLE XVHI 



1 ftArrSi 




1 QAf*VO 


*a a a n 
JU , 


X84CD1 


ft C^ft 

25C2 


1 A ^r^l 

180D1 


66.60 


xo4wivX 




1 ft Ar»a 




i Q Ar*r\i 
184CD1 


ft C/""ift 

2 5C2 


1 ft A /Nn ^ 

184CE3 


47.14 


1 ft a/v* 


Z5v»Z : 


1 Q AMlM 


J 2 . 05 


184CG 


ft mft 

25C2 


184CD2 


20 .10 




ZOCz . 


TflAPO 
lo4tC 


*5A 0*7 

zo - y / 


184CG 


^*ft 
25G2 


184CE2 


31.76 


X84vJti 


25C2 


1 OAni 
loUJJl 


■71 -CI 

/l.bi 


184CG 


25C2 


184CA 


31.32 


X84CG 


25G2 


184CEJ 


"7 1 -CO 

JX. 69 


184NE1 


25C2 


184CD2 


31,41 


184NE1 


25C2 


1 6 Afro 


52 • -95. 


184NE1 


25C2 


184CE2 


18.36 


184NE1 


ft C/"»ft 

2 5Cz 


1 QAm 


O 1 n A 


184NE1 


25C2 


184CA 


57.03 


184NE1 


25C2 


184w£j 


45. jo 


184CD2 


25C2 


184CB 


36.72 


X84CD2 


ZDCZ 


X84CE2 


18 . 9 J 


: 184CD2 


25C2 


180D1 


91.69 


X84L.L/Z 


25C2 


lo4ui . 


en "71 
50. 71 


184CD2 


25C2 


184GE3 


15.04 




25C2 


184LEZ 


52 . 15 


184CB 


25C2 


2420H2 


91.69 




Z5C2 


X8UUX 


at\ An 
OO . 4 / 


1 A A 

184CB 


25C2 


184CA 


17.64 


1 DArn 




lo4V.tJ 


A 1 Oft 

41 . 82 


184CE2 


ft *r 

25C2 


180D1 


97.37 




ZOuz 


1 ft A OA 


o 2 . J 5 


184CE2 


ft mft 

25C2 


184CE3 


29.53 


Z sAZUnZ 






AO TO 

48 .28 


2420H2 


25C2 


184GA 


79.74 


1 fiAni 

lOUUi 


ZDLZ 


X84UA 


vi no 
43 . 08 


184CA 


25C2 


184CE3 


58.53 




OCA*! 


1 Qipm 

Xo4l_L)X 


<jn en 

20 * by 


184NE1 


25C3 


184CE2 


18 ; 79 


1 ft A MP! 




1 Q A OP 


j X . bo 


1 A A &m ^ 

184NE1 


25C3 


184CD2 


29.94 


1 ft AMI? 1 




1 OA/*90 


ft n ftft 

JO • 2 / 


184CD1 


ft c n ^ 

25C3 


184GE2 


31.79 


Xo%v_iJX 




i QAoo 

Xo4VAa» 


18 .4 J 


1 A A ^WHi 

184CD1 


ft 


184CD2 


29.94 


1 ft Arm 


Z jLj 


o aa 
z uu 


y / . oo 


184CD1 


ft e 

25C3 


184GZ2 


46.78 






lo4tb 


^ 1 ^ o 


1 A il nwo 

184GE2 


25C3 


184CD2 


18.34 


1 ftAPF 0 


Z DUO 


1 QAP70 


1C 1*7 

15 • J / 


184GG 


ft F" n 

25C3 


184CD2 


18.68 


i ft Am 




X04V»Z»Z 


A C AO 

4 O • 0 8 


184CD2 


ft m ^ 

25C3 


184CZ2 


30.03 


20O 


2«;c? 


Z XIV£«Z 


A*? nn 
4 / • 0 / 


200 


ft a 

25C4 


19CG 


63 . 08 


2 GO 


Z 3V_.fi 


*> ao 


x j . yj 


200 


ft C** A 

25C4 


21NE2 


58.24 


20O 




z uim 


j 8 • y 4 


200 


ft m a 

25C4 


19CD 


73 .49 


20O 


«3w4 




OO CO 

zy • 58 


ft A/\ 

200 


ft C f> A 

25C4 


210E1 


64.57 


20O 

« W W 




1 ftATYl 
XOU4JX 


QA 1 O 
80 • 18 


ft ft r\ 

200 


ft C f> A 

25C4 


21CD 


55.60 


20O 

Z Uw 




xyi*r*z 


cc An 
OO . 42 


ft ft r\ 

200 


ft r* y« a 

25C4 


2 IN 


18.83 






one 


CQ OO 

by • 8y 


1 nnA 

19CG 


ft (T A 

25C4 


184CD1 


59 .97 






lo4lM£»X 


bo .38 


19CG 


25C4 


2 ON 


48.04 




ZD (J 4 


lUCD 


19 .27 


19CG 


25C4 


20CA 


64.22 




Z5C4 


184CU 


73 . 51 


19CG 


25C4 


180D1 


63.24 




ZDC4 


X84CE2 


•7*7 OA 

77 . 80 


19CG 


25C4 


19NE2 


28.95 


19CG 


25C4 


2 IN 


80.44 


20C 


25C4 


21NE2 


47.51 


20C 


25C4 


2 ON 


34.03 


20C 


25C4 


19CD 


83.36 


20C 


25C4 


2 OCA 


19.08 


20C 


25C4 


210E1 


60.05 


20C 


25C4 


180D1 


71.76 


20C 


25C4 


21CD 


48.39 


20C 


25C4 


19NE2 


78.43 


20C 


25C4 


21N 


11.83 


184CD1 


25C4 


184NE1 


19.36 


184CD1 


25C4 


2 ON 


90.20 


184CD1 


25C4 


19CD 


56.87 


184CD1 


25C4 


184CG 


14.62 


184CD1 


25C4 


180D1 


63.59 


184CD1 


25C4 


184CE2 


26.99 



US 



WO 97/16177 



PCT/USW17512 



TABLE XVm 



184GD1 


25C4 


19NE2 


70 fiO 
, / u.ou 


1 fl A 10171 


9 50A 
/ww4 


19CD 


53 .18 


184NE1 


25C4 




27 61 

_ ■ 4b i ». WX 


XO^MCiX 


95<^A 
/ ww4 


18 GDI 


82.57 


184NE1 


25P4 

4» JWV 


1 84PF2 


1 A AY 


1 ftAMT?1 
104M£1 


9 C/"»A 
ADC4 


19NE2 


63 .56 


21NE2 


25P4 


20N 

4£ wii • 


70 OA 


91WB*9 


/ Jt4 


/OCA 


52.20 


21NE2 


2 5PA 


210P1 


: 9 A on 


91 wri 


/DC4 


180D1 


83.21 


21NE2 


25pa 


9ipn 


xw • xO 


Oi ireo 


/5C4 


2 IN 


39.44 


20N 

4b wll 


25P4 

£* WW *m 


tqpty 


oo , o / 




/wC4 


2 OCA 


18.60 


2 ON 

4& WW 


95PA 


21 API 


Q1 ,11 . 
: 71 • XX 


9HM 


/wC4 


184CG 


96.83 


20N 


9 5PA 


1 ftnm 


A1 : OA 
4x * 94 


ZUN 


/wC4 


21CD 


77.35 


20N 

4* VIM 


95PA 


1 QMF9 


7 n **5 

/U • JO 


A UN 


/ 5C4 


2 IN 


45.53 


i o,pn 


9«;p*i 

/ 




fl 1 5n 
ox . pu 


19CD 


25C4 


184CG 


71.48 




95PA 


1 ftATII : 

iOUJJi 


*TO QQ 


19CU 


25C4 


184CE2 v 


66.85 


i Qprv 




1 

. X9N1L/ 


1C 9A 
ID . A4 


19CD 


25C4 


2 IN 


92.20 


20CA 


2 5P4 

<S WW's 


91 m?i 


•79 .'frC 


AUCA 


25C4 


1 80D1 


52.69 


20PA 


25pa 

/ ww4 


9ipn 

/XwU 


to *7/r 
DO > / O 


A0CA 


2 5C4 


19NE2 


81.60 


20PA 


9 5nA 


* IN 


ft O OO 

28 . 99 


210E1 


25C4 


21CD 


14.61 




9 5pa 


91 M 


48 .49 


184CG 


25C4 


1 80D1 


62.190 


1 ft APR 






ft*7 lO 


184CG 


25C4 


19NE2 


85 . 13 






1 flAPW 


QQ ftft 


1 OAn1 

18 GDI 


25C4 


21 CD 


97.26 


18QD1 


2*5 PA 


1 QKnF9 


9 z . xo 


loODl 


25C4 


21N 


80. 98 


184CE2 


25P4 


1 CJM1?9 


YD - 04 




2wC4 


21N 


37 .64 


19NE2 


25P4 


2 IN 


O C 1ft 

Ow • 1U 


OftA 

AUU 


/DCw 


' *) ftM 

2 ON 


c e A A 

55. 48 


200 


25C5 


2 OP 


9i nn 


AUU 


/DCw 


Oft/H|k 

/OCA 


A A 11 

44; • 11 


200 


25C5 


XwwV9 


7 1 fl A 
/ X • 04 




/DCw 


/xN£2 


oo .85 


200 


25C5 

*» www 


19P 


51 fl9 

w X t O« 


9An 

AUU 


/www 


OlM 

/xN 


*%'A Ol 

24 .93 


200 


25C5 

*• www 




75 15 

/ W • WW 


9nn 

ZUw* 


/Dww 


1 OM 
19 W 


Oil 1 o 

84 . 18 


200 


25C5 

4fa www 




cn 21 
o / • ^x 


9 An 

AUU 


/DLw 


19wo 


C*T CO 

67 . 59 


200 


25C5 


21PD 

4& X WW 


5ft A 5 

. w O • tIw 


9 An 


*5 505 
/www 


i on 

. 19U 


39 . 96 


200 


4b www 


21QE1 


fi9 


9 AM 
/UN 


/www 


i An 
/UC 


'AC 1ft 

45. 30 


20N 


25C5 


20C!A 

A w W4r\ 


95 11. 
«D*lJ 


9 AM 
A UN 


ApCD. 


loOUx 


• CO 1 o 

58 . 18 


2 ON 


25C5 

www 


1 Qpn 

X WWW 


CQ •7*7 


AUN 


25C5 


21NE2 


O ft Aft 

88 .80 


20N 


25C5 


19P 

x^w • 


1 '5 A A 
X w «.v4 


9 AM 
/UN 


/wCw 


/IN 


55 . 27 


2 ON 


** WW w . 


2 4 20H9 


oo . Ow 


9 AM 
/UN 


/wCw 


loCGf 


ft A 

53 . 24 


20N 


a www 


1 cjprv 


"7 5 A9 
/ D • 4Z 


"5 Akt 
/UN 


O CPE 

2wC5 


' 1 All 

19N 


• ^ 4* ' ■ ft ft 

36.29 


20N 


25P5 

a* WWW 


1 QPA 


90 


OAm 
/UN 


/wCw 


19CB 


AC r r 


2 ON 


2 5P5 

4b WWW 


91PTI 

Z Xwxs 


71. 9.9 


•5 Am 

/ON 


25C5 


18ND2 


55. 37 


20N 


25C5 


190 


20.80 


20N 


25C5 


1830 


72.28 


20C 


25C5 


20CA 


26.08 


20C 


25C5 


180D1 


98.89 


20C 


25C5 


19CG 


82.87 


20C 


25C5 


21NE2 


55.09 


20C 


25C5 


19C 


48.39 


20C 


25C5 


2 IN 


11.08 


20C 


25C5 


2420H2 


97.88 


20C 


25C5 


18CG 


90.40 


20C 


25C5 


19CD 


90.83 


20C 


25C5 


19N 


80.24 


20C 


25C5 


19CA 


66.78 


20C 


25C5 


19CB 


74.20 


20C 


25C5 


21CD 


51.59 


20C 


25C5 


18ND2 


83.45 



Uf 



WO 97/16177 



PCT/US96/17512 



table xyra 



20C 


25C5 


190 


38.43 


20C 


25C5 


210E1 


61.08 


2 OCA 


25C5 


180D1 


72;87 


2 OCA 


25C5 


19CG 


80.41 


2 OCA 


25C5 


21NE2 


63.95 


^ V20CA; ;v 


25C5 


19C 


35,76 


20CA 


25C5 


21N 


33.35 


: 2 0CA 


25C5 


2420H2 


81.51 


2 OCA 


25C5 


18GG 


■ 64.36 


20tX , 


25C5 


19CD 


93 r 94 


20CA 


25C5 


19N 


61wl3 


20CA 


25C5 


19CA 


53.26 


20CA 


25CS 


19CB 


67 .53 


20GA 


25C5 


2 ICO 


66.97 


20CA 


25C5 


18ND2 


58 .72 


20CA 


25C5 


190 


32.23 


2 OCA 


25C5 


1830 


97; 26 


' 20CA 


25C5 


210E1 


79.78 


18001 


25C5 


19CG 


80.27 


18001 


25C5 


19C 


65:37 


180D1 


25C5 


184CP1 


74 .17 


18001 


25C5 


2420H2 


54.74 


180D1 


25C5 


18CG 


10.85 


180D1 


25C5 


19C0 


93 .30 


18001 


2SC5 


184NE1 


90.85 


18001 


25C5 


19N 


40.79 


18001 


25C5 


19CA 


57. 69 


18001 


25C5 


19CB 


70.95 


18001 


2SC5 


18ND2 


26.15 


18001 


25C5 


190 


76.52 


18001 


25C5 


184CG 


70.18 


18001 


25C5 


1830 


49.64 


19CG 


25C5 


19C 


45.54 


19CG 


25C5 


184CD1 


61.26 


19CG 


25C5 


2 IN 


92.85 


19CG 


25C5 


18CG 


85.81 


19CG 


25C5 


19CD 


16.55 


19CG 


25C5 


184NE1 


60.42 


19CG 


25C5 


19N 


42.09 


19CG 


25C5 


19CA 


32.92 


19CG 


25C5 


19CB 


14.39 


19CG 


25C5 


18ND2 


99.14 


19CG 


25C5 


190 


48.69 


19CG 


25C5 


184CG 


74.77 


19CG 


25C5 


1830 


42.29 


21NE2 


2SC5 


19C 


99.03 


21NE2 


2SC5 


21N 


44.87 


21NE2 


25C5 


2420H2 


63.97 


21NE2 


25C5 


18CG 


97 . 62 


21NE2 


25C5 


21CD 


14.03 


21NE2 


25C5 


18ND2 


81.87 


21NE2 


25C5 


190 


91.86 


21NE2 


25C5 


210E1 


25. 97 


19C 


25C5 


184CD1 


99.04 


19C 


25C5 


21N 


59.38 


19C 


25C5 


18CG 


62.98 


19C 


25C5 


19 CD 


60.71 


19C 


25C5 


19N 


32.80 


19C 


25C5 


19CA 


18; 65 


1?C 


25C5 


19CB 


31.95 


19C 


25C5 


21CD 


99.25 


19C 


25C5 


18ND2 


68.17 


19C 


25C5 


190 


11.87 


19C 


25C5 


1830 


65.75 


184CD1 


25C5 


18CG 


85.01 


184CD1 


25C5 


19CD 


55 . 30 


184CD1 


25C5 


184NE1 


16.94 


184CD1 


25C5 


19N 


71.72 


184CD1 


25C5 


19CA 


80.51 


184CD1 


2SC5 


19CB 


70.19 


184CD1 


25C5 


18ND2 


99.06 


184CD1 


25C5 


184CG 


14.35 


184CD1 


25C5 


1830 


35.61 


2 IN 


25C5 


2420H2 


94.26 


2 IN 


2SC5 


18CG 


95.93 


21N 


25C5 


19C0 


99.24 


2 IN 


25C5 


19N 


90.87 


2 IN 


2SC5 


19CA 


77.83 


2 IN 


25C5 


19CB 


84.96 


2 IN 


25C5 


21CD 


40.54 


2 IN 


25C5 


18ND2 


86.56 


2 IN 


25C5 


190 


49.51 


2 IN 


25C5 


210E1 


50.14 


2420H2 


25C5 


18CG 


48.98 


2420H2 


25C5 


19N 


93 . 10 


2420H2 


25C5 


21CD 


77.70 


2420H2 


25C5 


18ND2 


37.02 


2420H2 


25C5 


184CG 


92.59 



WO 97/16177 



PCT/US96/17512 



TABLE XVm 









85.45 


18CG 


25C5 


19N 


44.21 


IoLCj 


23C3 


xycA 


•C ft ft 

59 i.10 


18CG 


25C5 


19CB 


74.72 


lovu 


7CftC . 

2 J V.D 




:15> 95 


18CG 


25C5 


190 


73.12 


loCG 


ft ic/ie 
25C5 


184CG 


80.57 


18GG 


25C5 


1830 


59.45 


i y cd 


ft c/*c 
25C5 


184NE1 


' : -*ji-'ft ; 
49.55 


19CD 


25C5 


19N 


57.74 


I SP CD 


ft ir/-* c 

25C5 


19CA 


' -4 ft--' ' A- A 

49 .44 


19CD 


25G5 


19 GB 


30.83 


TO/"»TY 

xycD 


ft C/iC 


i?o 


61.72 


19GD 


25C5 


184CG 


69.64 


19CD 


25C5 


. : l:0'ft>V "•: • 

1830 ; 


48.36 


184NE1 


25G5 


19N 


82.36 


184NE1 


25C5 


. x 1. : ft^i»-. 

19GA 


86 ; 84 


184NE1 


25C5 


19CB 


72.47 


184NE1 


25C5 


184CG 


26.82 


184NE1 


25C5 


1830 


47.92 


19N 


25C5 


19GA; 


18 ; 06 


19N 


25C5 


19GB 


30.56 


19N 


25C5 


18ND2 


5 7 . 06 


19N 


25C5 


190 


44.42 


19N 


25C5 


1 8 4CQ 


:78vQ7 


19N 


25C5 


1830 


36.14 


•i ft/-*-. 

19CA 


25C5 


19 CI* 


\ ;/":l;8 : V:64 - -- 


19CA 


25C5 


18ND2 


69.26 


19CA 


25G5 


190 


28.69; 


19CA 


25G5 


184CG 


89.98 


"1 ' ft S"1 » 

19CA 


25C5 


1836 


47 .24 


19CB 


25C5 


18ND2 


86 .66 


1 ft 


2 5C5 


190 


37.11 


19 GB 


25C5 


184GG 


82.34 


"I ft /^T3 

19CB 


ft e«c 

25C5 


1830 


43.36 


21CD 


25C5 


18ND2 


94.92 


ft 1 /t% 

21CD 


ft 

25C5 


190 


90.00 


21CD 


25C5 


210E1 


14.31 


loNDz 


ft cnc 

2 5C5 


ISO 


76.17 


18ND2 


25G5 


184CG 


92.52 


1SND2 


ft C/**C 

2SC5 


1 ft ft ift 

1830 


75 .40 


190 


25C5 


1830 


75.72 




ft C/^C 

25C5 


210E1 


98.98 


184CG 


25C5 


1830 


42.87 


1 OATM 


ft ttr*iz 


ft il ft/*\*T ft 

2420H2 


77 .61 


180D1 


25G6 


20N 


62.12 


XoUul 


ft COC 


loCG 


14 . 65 


180D1 


25C6 


18ND2 


34.76 


i Qoni 

XOUUl 


2 3Co 


ft ftjft JV • 

2 OCA 


76.78 


180D1 


25C6 


184CD1 


84 .66 


1 Qnm 
loUUl 


2 3CO 


ft /\/»» 
20C 


ft 0y jt 

97 .24 


180D1 


25G6 


19GG 


77.43 


loUUl 


20CO 


184CA 


51.93 


180D1 


25C6 


184GG 


83.75 


i oom 




184 GB 


ft ft ^ 

70 > 76; 


180D1 


25G6 


19N 


38.61 


J. OVUl 




19C 


' r ft ft p 
62 .85 


180D1 


25C6 


1830 


51.93 


1 finm 

XOUUl 


ZoCo 


2440H2 


Oft ft c 

87 . 25 


180D1 


25G6 


184NE1 


97 .99 






i oVv* 
loCG 


" 1ft 

65.17 


ft' A ft ATf ^ 

2420H2 


25C6 


18ND2 


48.30 




23CO 


2 OCA 


92 . 93 


2420H2 


25C6 


21NE2 


71.65 




2DCO 


184CA 


99.99 


2420H2 


25C6 


2440H2 


54.20 




25C6 


18CG 


61.40 


2 ON 


25C6 


18ND2 


64.85 


zUN 


ft cr*c 

25C6 


ft AM* 

2 OCA 


22.20 


2 ON 


25C6 


200 


43 .67 


ft n.M 
2 ON 


ft c 

25C6 


20C 


36 .81 


20N 


25C6 


21NE2 


80.01 


2 ON 


25C6 


19CG 


49.35 


20N 


25C6 


19N 


37.08 


2 ON 


25C6 


19C 


10.50 


2 ON 


25G6 


1830 


71.86 


2 ON 


25C6 


2440H2 


62.38 


18CG 


25C6 


18ND2 


20.14 


18CG 


2SC6 


20CA 


71.10 


18CG 


25C6 


1840)1 


99.10 


18GG 


25C6 


20C 


92.50 


18CG 


25C6 


19CG 


87.70 


18CG 


25C6 


184CA 


64.20 


18CG 


25C6 


184CG 


96.81 


18CG 


25C6 


184CB 


82.01 


18CG 


25G6 


19N 


47.68 


18CG 


25C6 


19C 


65.05 


18CG 


25C6 


1830 


66.43 



WO 97/16177 



PCT/USW17512 









TABLE XVm 








18CG 


25C6 


2440H2 


73.82 


18ND2 


25G6 


2 OCA 


66138 


18ND2 


25C6 


20C 


86.96 


18ND2 


25C6 


21NE2 


91.35 


18ND2 


25C6 


184CA 


• . 81.21 


18MD2 


25C6 


184CB 


96.97 


18ND2 


25C6 


19N 


63.62 


18ND2 


25C6 


19C 


71.84 


18ND2 


25C6 


1830 


86 .52 


18ND2 


25C6 


2440H2 


56.34 


20CA 


25C6 


200 


36.02 


20GA 


25C6 


20C 


21.45 


20CA 


25C6 


21NE2 


58.02 


20CA 


25C6 


19CG 


66.36 


20CA 


25C6 


19N 


58. 93 


20CA 


25G6 


19C 


31.05 


20CA 


25C6 


1830 


94,02 


2 OCA 


25C6 


2440H2 


42. 94 


200 


25C6 


20C 


17.19 


200 


25C6 


21NE2 


55.96 


200 


25C6 


19CG 


53.96 


200 


25C6 


19N 


73 .45 


200 


25C6 


19C 


43.47 


200 


25C6 


1830 


95.13 


200 


25C6 


2440H2 


65.82 


200 


25C6 


184NE1 


94.22 


184CD1 


25C6 


19CG 


55.80 


184CD1 


25C6 


184CA 


40.42 


184CD1 


25C6 


184CG 


17.20 


184CD1 


25C6 


184CB 


33.57 


184CD1 


25C6 


19N 


72.31 


184CD1 


25C6 


19C 


91.74 


184CD1 


25C6 


1830 


36.78 


184CD1 


25C6 


184NB1 


14.58 


20C 


25C6 


21NE2 


47.89 


20C 


25C6 


19CG 


64.56 


20C 


25C6 


19N 


72.48 


20C 


25C6 


19G 


41.10 


20C 


25C6 


2440H2 


49. 53 


21NE2 


25C6 


19C 


87.32 


21NE2 


25C6 


2440H2 


35.45 


19CG 


25C6 


184CA 


76.21 


19CG 


25C6 


184CG 


72.47 


19GG 


25C6 


184CB 


83.57 


19CG 


25C6 


19N 


40.03 


19CG 


25C6 


19C 


38.92 


19CG 


25C6 


1830 


42 . 08 


19CG 


25C6 


184NE1 


53.94 


184CA 


2SC6 


184CG 


32.82 


184CA 


25C6 


184CB 


19 .38 


184CA 


25C6 


19N 


63.55 


184CA 


25C6 


19C 


94.44 


184CA 


25C6 


1830 


34.70 


184CA 


25C6 


184NE1 


54.88 


184CG 


25C6 


184CB 


18.90 


184CG 


25C6 


19N 


82.27 


184C6 


25C6 


1830 


45.36 


184CG 


25C6 


184NE1 


27.16 


184CB 


25C6 


19N 


80.80 


184CB 


25C6 


1830 


46.93 


184CB 


25C6 


184NE1 


45:74 


19N 


25C6 


19C 


31.43 


19N 


25C6 


1830 


36.92 


19N 


25C6 


244GH2 


93.07 


19N 


25C6 


184NE1 


79.67 


19C 


25C6 


1830 


63.42 


19C 


25C6 


2440H2 


72.61 


19G 


25C6 


184NE1 


92.57 


1830 


25C6 


184NE1 


47.52 


200 


25C7 


19CG 


66.72 


200 


25C7 


20C 


8.16 


200 


25C7 


19CD 


83.83 


20O 


25C7 


19NE2 


82.44 


200 


25C7 


220 


56.54 


200 


25C7 


22N 


36.30 


200 


25C7 


21CA 


31.83 


20O 


25C7 


190E1 


95.92 


200 


25C7 


210E1 


66 .65 


200 


25C7 


2 IN 


17. 17 


200 


25C7 


2 ON 


30.97 


200 


25C7 


21NE2 


51.64 


200 


25C7 


20GA 


19.21 


19CG 


25C7 


20G 


71.45 


19GG 


25C7 


19GD 


21.67 


19CG 


25C7 


19NE2 


34:92 


19CG 


25C7 


220 


55.96 


19CG 


2SC7 


184NE1 


60.44 


19CG 


25C7 


22N 


79.46 



WO 97/16177 



PCT/US96717512 



TABLE XVm 



19CG 


25G7 


21CA 


96.64 


19CG 


25C7 


1 QOP1 


^ ft 1 A 


19CG 


25G7 


2 IN 


83 .86 


19CG 

A Www 


25C7 

A WW / 


XG4wJJJL 


wJ . 93 


19CG 


25C7 


2 ON 


45.16 


19CG 

A www 


25C7 

4b ww / 




ol . 57 


20C 


25C7 


19CD 


89 91 


20r 

- 4b VW 


«.WW / 




89 .95 


20C 


25C7 


220 


64 62 




9><?f 7 




42. 08 


2 OC 


25C7 


21CA 


30 95 


2 of 

- 4b vw 


95r»7 


9 1 AVI 


60.76 


20C 


25C7 


2 IN 


13 74 


2 Or 


Z jL / 


9 Am 


31; 22 


20C 


25C7 


21NE2 


43 84 


20P 

*t VW 


9 5P7 

4b WW / 




15.80 


19GD 


25C7 


19NE2 


18 60 

J»W • wv 






99^ 


53 . 43 


19CD 


25C7 


184NE1 


53 45 

WW • v J 


1 QPTV 


Zww / 


99M 


OC" J A 

85 . 40 


19GD 


25C7 


190E1 


13 55 




A WW / 




54 . 25 


19CP 


25C7 


2 ON 


66 44 


Xwwls 


95P7 

4b W W / 


9 ft/* a 


on 1 r> 

82 . 18 


19NE2 


25C7 


220 


38 61 




; a ww / 




C*7 OA 

67. 89 


19NE2 


25C7 


22N 


73 27 








00 00 
28 . 20 


19NE2 


25C7 


21N 


97 49 

-W - * • T* ^ 




*i WW / 




*T 1 4T O 

71 .68 


19NE2 


25C7 


2 ON 


74 18 






4iUCA 


Of Of 

86 .96 


220 


25G7 

• WW;/. 


22N 


35 17 


99n 


. 46 WW / 


Z1CA 


64 .61 


220 


25C7 


190E1 

J» W WA J. 


U W . O -7 


99n 


9Q/V7 


Z XN 


4T f /\ 

66 . 20 


220 


25C7 


2 ON 


67 .78 


220 


95C7 
w y ' 




70 . o5 


184NE1 


25C7 


190E1 


40 45 




^ WW / 


1 ft^^T\1 


1 0 .51 


184NE1 


25C7 


2 ON 


91.81 


22N 


9 5P7 
^ww / 




AO 


22N 


25C7 


190E1 


98.77 


22N 

*» 4b *1 


25C7 

■ *6 WW / 


21AT71 


7ft : *JC 
/ U . / w 


22N 


25C7 


2 IN 


36.58 


22N 


25C7 

*> WW /. 


20N 


Ow • 34 


22N 


25C7 


21NE2 


72 .49 


22N 


25C7 


9 fin a 

4iUl— A 


ww . 44 


21CA 


25C7 


210E1 


42 . 69 


21CA 


25C7 

4b WW ' 


4b 


1 7 tiA 


21CA 


25C7 


20N 


61.95 


21CA 


25C7 

«a WW / . 


2TME2 

4b XIX C* A 


4^ Aft 
^w • 4U 


21CA 


25G7 


2 OCA 


46.53 


190E1 


25C7 

*• WW / 




47 Aft 
*w . OO 


190E1 


25C7 


2 QN 


74.85 


190E1 


25C7 

WW » 


9 OP A 

4b UwA 


Q1 CI 


210E1 


25C7 


2 IN 


49.78 


210E1 


25C7 

4& WW * 


2 DM 


ftC Q7 


210E1 


25C7 


21NE2 


27.10 


210E1 


25G7 

a WW # 


20PA 

4b UV*A 


7ft 11 
1 y m 1j 


21N 


25C7 


2 ON 


44 95 


21N 


A WW / 


9 1 Ml?9 

4bXX«£«4b 


jo. 7> 


2 IN 


25C7 


20CA 


28.96 




Aft WW / 


9 0M 

4b UW 


"7*7 on 

7 / . 27 


184CD1 


25C7 


20CA 


92 .17 




4b WW / 




£9 QQ 


20N 


25C7 


2 OCA 


17.26 


21NE2 


^ WW / 


9 OCA 


A 7 CI 
47. . Ol 


200 


2508 


184NE1 


98 56 




9 5 Aft 




C A A » 

o4 . 94 


200 


2508 


19CD 


64 80 


2 on 

• AWV 


4b WWO 


1 QPP 


>1 Q CO 

49 . 58 


200 


2508 


184CD1 


86.05 


2Q0 


2508 


190E1 


77.25 


184NE1 


2508 


19NE2 


65.95 


184NE1 


2508 


19GD 


51.39 


184NE1 


2508 


19CG 


55.21 


184NE1 


2508 


184CE2 


15.43 


184NE1 


2508 


184CD1 


14.81 


184NE1 


2508 


190E1 


39.31 


19NE2 


2508 


19CD 


16.73 


19NE2 


2508 


19CG 


29.82 


19NE2 


2508 


184CE2 


79 .52 


19NE2 


2508 


184GD1 


66.86 


19NE2 


2508 


190E1 


26.64 


19CD 


2508 


19CG 


18.32 


19CD 


2508 


184CE2 


66.04 


19CD 


2508 


184CD1 


50.50 



kit 



WO 97/16177 



PCT/US9c717512 



19CD 


2508 


190E1 


13 OA 

X«J « * V 


19CG 


2 508 


184CD1 


48 50 


184CE2 


2508 


184CD1 


26.04 


184CD1 


2508 


19QE1 

X^ Wfc« X 


41 64 


184NE1 


25C9 


19CD 


58 34 


184NE1 


25C9 


184CZ2 


3(5 32 


184NE1 


25C9 


162CE1 


47 88 


184NE1 


25C9 


19CG 


58 03 


19NE2 


2 5C 9 


184PE2 


93 09 

7 «J) • U J 


19NE2 


25C9 


162CE1 


65 23 


19NE2 


25C9 


19PG 


30 on 


19CD 


25C9 


184CZ2 


O J • oo 


19CD 


25C9 


162CE1 


58 87 


19CD 


25C9 


19CG 


1 7 52 

X / • JX 


184CE2 


25C9 


190E1 




184CE2 


25C9 


184CD1 


2ft AO 

(SO » 


184CZ2 


25C9 


190E1 


74 35 


184CZ2 


25C9 


184PD1 


47 47 


190E1 


25C9 


162CE1 


43 44 


190E1 


25C9 


19CG 


2 9 61 


162GE1 


25C9 


19CG 


72 86 


184NE1 


25010 


184CE2 


X V • wo 


184NE1 


25O10 


190E1 


62 37 

UX • W / 


184NE1 


25010 


184CD1 


15 34 


184NE1 


25O10 


19NE2 


95 76 


184NE1 


25O10 


19CG 


70 87 


184NE1 


25010 


162NE2 


52 65 


184NE1 


25O10 184CG 


14 63 


184CE2 


25O10 


190E1 


84 37 


184CE2 


25O10 162CS1 


66 88 

w.w tOO 


184CE2 


25O10 


19CG 


95 89 


184CE2 


25O10 162NE2 


51 95 


184CE2 


25G10 


184C6 


26 65 


184CZ2 


25O10 


184C01 


62 2Q 


184CZ2 


25O10 


162ND1 


65 77 


184CZ2 


25O10 


162NE2 


A Q 1 "7 
4o • 1 / 


184CZ2 


25O10 


184CG 


51.50 


190E1 


25O10 


184CD1 


59.90 


190E1 


2 5010 


19NE2 


35.40 


190E1 


25O10 


19CG 


33 .29 


190E1 


25O10 


162NE2 


60.20 


19CD 


25010 


184CD1 


68.82 


19CD 


25O10 


19NE2 


20.25 


19CD 


25O10 


19CG 


19 .19 



XVffl 



19GG 


2508 


184CE2 


70 CO 


19CG 


2568 


1 QOP1 




184CE2 


2508 


1 QOP1 


D.J • XO 


184NE1 


25CQ 


X7KLZ 


*7 C DC 

/5.95 


184NE1 


25r9 


1 ftAPTTO 


18 . 5 1 


184NE1 


25C9 




VIC 11 

4o.ll 


184NE1 




104LD1 


13 .15 


1 9NE2 






18 • 37 


19NE2 


2 5P9 


1QAV1 


40 •69 


19NE2 

X JWx>X 


25P9 


IP 


73*02 


torn 


75PQ 


xO 4 w£z 


76.16 


19CD 


25P9 




1 ir c a 
xo. bO 




25PQ 




d4 • oo 


184CE2 


25P9 


1 ft APT O 
. X04U«6x 




184PP2 


7 5P0 




49 .95 


184CE2 


25PCJ 


x^rUvy 


/O.Dl 


184CZ2 


25P9 




4 / . JI 


184CZ2 






7 J • o4 


19GE1 


25PQ 


1 ft4PTM 


40 • 14 


162CE1 


25P9 


1 ft4pni 


QC 
DO . 70 


184CD1 


25P9 






184NE1 


25010 

x JUJ.U 


1 ft4P77 


4o • 7X 


184NE1 


x JUX U 




7E. OA 

/ J . o4 


184NE1 


2 5O10 


162PE1 

Xy*V>&l 


66 14 
DO. ill 


184NE1 


25O10 




ftl 17 
O X • Xx 


184NE1 


25O10 

X -J wX V 




77 73 
XX . x J 


184NE1 


25O10 


1 R4PW7 


■5 3 77 


184CE2 


2501 0 


1 ft4P77 


7 5 A7 
f J . U J 


184CE2 


7501 0 


1 ft 4 pm 


J. 7 • J D 


184CE2 


2 5010 


X O XXML/X 


77 no 


184CE2 


25O10 

X «J WX w 


184P02 


i n <fl- 


184CE2 


75O10 


1 ft4PW7 


Oft 01 


184CZ2 


25O10 

X J Wx V 


.1-00171 
x 7V/£»X 


an oi 
77 .71 


184CZ2 


7 501 0 

X JVlw 


1 67P171 


CI OO 
OX. JX 


184CZ2 


7 5ni 0 

x Jul U 


X 04 WJJafi 


J J • 71 


1 ft4P^O 




1 Oil ru^ 


7 . 17 


190E1 


25010 


19CD 


19.97 


190E1 


25O10 


162GE1 


56.15 


190E1 


25010 


162ND1 


68.84 


190E1 


25010 


184CD2 


84.51 


190E1 


25O10 


184CG 


72.32 


19CD 


25O10 


162CE1 


74.19 


19CD 


25O10 


162ND1 


84.51 


19CD 


25O10 


184CD2 


97.71 



WO 97/16177 



PCT/US96/17512 



19CD 
184CD1 
184CD1 
184CD1 
184CD1 
162CE1 
162CE1 
162GE1 
162CE1 
19NE2 
162ND1 
162ND1 
19GG 
19CG 
184CD2 
162NE2 
184CH2 
162ND1 
162ND1 
: 162CE1 
184CZ2 
19NE2 
1610D1 
1610D1 
1610D1 
162ND1 
162ND1 
162ND1 
161CG 
161CG 
1610 
184CZ2 
184CZ2 
162GB 
1610D1 
1610D1 
1610151 
1610D1 
1610D1 
1610D1 
1610D1 
162ND1 
162ND1 
162ND1 



25O10 

25010 

25010 

25010 

25O10 

25O10 

25010 

25010 

25O10 

25O10 

25O10 

25O10 

25O10 

25010 

25010 

25010 

25010 

25C11 

25C11 

2SC11 

25C11 

25C11 

25C13 

25C13 

25C13 

25G13 

25C13 

25C13 

25C13 

25G13 

25C13 

25C13 

25C13 

25C13 

25C14 

25C14 

25G14 

25C14 

25C14 

25C14 

25C14 

25C14 

25C14 

25C14 



162NE2 
162CE1 
162ND1 
184CD2 
184CH2 
19NE2 
19CG 
162NE2 
184CG 
19CG 
184CD2 
184CH2 
184CD2 
184CG 
184CH2 
184CH2 
184CG 
184CZ2 
162CG 
19NE2 
19NE2 
162CG 
162ND1 
1610 
162GG 
161GG 
184CZ2 
162GG 
1610 
162CG 
162CB 
162CB 
1370 
1370 
162CB 
1610 
162CA 
162N 
161CB 
13 7C 
1370 
162CB 
16 lO 
162GA 



TABLE XVm 



79.91 

78.10 

94.07 

30.63 

66.12 

78.81 

89.36 

15.66 

80.42 

33.67 

86.96 

70.03 

90.39 

72.81 

36.32 

54.84 

54.39 

57.54 

12.31 

62.12 

86.59 

86.37 

77.53 

49.60 

64.44 

86.85 

52 . 94 

16.56 

48.18 

75.53 

45.12 

67 . 90 

65.96 

73.09 

67.52 

65.79 

65.70 

48.26 

32.59 

54.56 

68.99 

44.41 

75.37 

48.35 



19CD 
184CD1 
184CD1; 
184CD1 
184CD1 
162CE1 
162CE1 
162CE1 

19NE2 

19NE2 
162ND1 
162ND1 

19CG 
184Cp2 
184Gjb2 
162NE2 
162ND1 
162ND1 
162CE1 
162(CE1 
184CZ2 
162ND1 
16101)1 
1610D1 
1610D1 
162ND1 
162ND1 
162ND1 
161CG 
161CG 
1610 
184CZ2 
162CB 
162CG 
1610D1 
1610D1 
1610D1 
1610D1 
1610D1 
1610D1 
1610D1 
162ND1 
162ND1 
162ND1 



25O10 
25O10 
25O10 
25010 
25O10 
25010 
25O10 
25O10 
25O10 
25O10 
25O10 
25010 
25O10 

25O10 
25010 
25O10 
25C11 
25C11 
25011 
25C11 
25C11 
25C12 
25C13 
25C13 
25C13 
25C13 
25C13 
25C13 
25C13 
25C13 
25C13 
25C13 
25C13 
25C13 
25C14 
25C14 
25C14 
25C14 
25C14 
25C14 
25C14 
25C14 
25C14 
25C14 



184CG 
19NE2 
19CG 
162NE2 
184CG 
162ND1 
184CD2 
184CH2 
162ND1 
162NE2 
162NE2 
184CG 
162NE2 
162NE2 
184CG 
184CG 
162CE1 
19NE2 
184CZ2 
162CG 
162CG 
1610 
161CG 
162CB 
1370 
1610 
162CB 
1370 
162CB 
1370 
162GG 
162CG 
162CG 
1370 
162CG 
161C 
161CG 
137 GB 
162CD2 
161CA 
137CA 
162CG 
16 1C 
162N 



82.24 

89.03 

59.77 

66.09 

13.45 

16.74 

75.74 

68.07 

83 . 89 

89.03 

28.50 

94.80 

91.46 

60.21 

18.il 

66.33 

18 .33 

74 . 67 

47.54 

26.24 

53.23 

52.69 

13,50 

47 .00 

63.21 

55.29 

31.13 

91.79 

57 .82 

72.06 

55.63 

52.88 

17.71 

76 .90 

91.93 

49.33 

13 .81 

61.84 

97.90 

38.35 

49.42 

23.28 

79.50 

68.54 



W097/16177 



PCT/US96717512 



TABLE XVm 



162ND1 


25C14 


162CE1 


14.58 


162ND1 


25C14 137CB 


81.24 


162ND1 


25C14 


162C02 


28.11 


162ND1 


25C14 


184CZ2 


60.58 


162ND1 


25C14 


162NB2 


21.94 


162MD1 


25C14 


161CA 


95.48 


162ND1 


25C14 


137GA 


97 . 09 


162CB 


25C14 


162CG 


25.05 


162CB 


25C14 


1610 


62.89 


162CB 


25C14 16iC • 


53.94 


162CB 


25C14 


162CA 


21.95 


162CB 


25C14 


i61CG 


76.82 


162GB 


2SC14 


162N 


35.96 


162CB 


25G14 


162CE1 


55.50 


162GB 


25C14 


137CB 


53.40 


162CB 


;25C14 


161GB 


80.35 


162CB 


25C14 


162CD2 


35.20 


162CB 


25C14 


184CZ2 


83.43 


162CB 


25C14 


137C 


81.05 


162CB 


25C14 


162NE2 


49.18 


162CB 


25C14 161CA 


65.39 


162CB 


25C14 


13 70 


88.14 


162CB 


25C14 


137CA 


63.27 


162CG 


25C14 


16 lO 


77.15 


162CG 


25C14 161C 


73.93 


162CG 


25C14 


162CA 


38.93 


162CG 


25C14 


162N 


57.98 


162CG 


25C14 


162CE1 


31.20 


162CG 


25C14 


137 GB 


59.50 


162CG 


25C14 


162CD2 


13.71 


162CG 


25C14 


184CZ2 


62 .16 


162GG 


25C14 


137C 


90.53 


162CG 


25C14 


162NE2 


24 .37 


162CG 


25C14 


161CA 


87 . 82 


162CG 


25C14 


1370 


91.83 


162CG 


25C14 


137CA 


74.49 


1610 


25014 


161C 


17.83 


1610 


25C14 


162GA 


41.16 


1610 


25C14 


161CG 


59^81 


1610 


25C14 


162N 


32.33 


1610 


25C14 


162CE1 


89.00 


1610 


25Ci4 


161CB 


43.28 


1610 


25C14 


162GD2 


90 . 86 


1610 


25C14 


162NE2 


95.79 


1610 


25C14 161CA 


28.30 


161C 


25Ci4 162CA 


35.01 


161C 


25C14 


16 ICG 


45.86 


161C 


25C14 


162N 


18.49 


161C 


25C14 


162CE1 


94.05 


161C 


25C14 


137CB 


91.74 


161C 


25C14 


161CB 


34.16 


161C 


25C14 


162CD2 


87 . 05 


161C 


25C14 


162NE2 


96.49 


161C 


25C14 161CA 


16.14 


161C 


25C14 


137CA 


88.79 


162CA 


25C14 


16 ICG 


70.29 


162CA 


25C14 


162N 


20.32 


162CA 


25C14 


162CE1 


62.52 


162CA 


25C14 


137CB 


73.16 


162CA 


25C14 


161CB 


66.66 


162CA 


25C14 


162CD2 


52.11 


162CA 


25C14 137C 


96.91 


162CA 


25C14 


162NE2 


62.05 


162CA 


25C14 


161CA 


49 . 32 


162CA 


25C14 


137CA 


79.58 


161CG 


25C14 


162N 


50.67 


161CG 


25C14 


137CB 


75.47 


161CG 


25C14 161CB 


20.44 


16 ICG 


25C14 


137C 


64.73 


16 ICG 


25014 161CA 


31.54 


161CG 


25C14 


1370 


78.60 


161CG 


25C14 137CA 


62.23 


162N 


25C14 


162CE1 


82.81 


162N 


25C14 137GB 


75.61 


162N 


25C14 


161CB 


46.58 


162N 


25C14 


162CD2 


70.31 


162N 


25C14 


137C 


90.94 


162N 


25C14 


162NE2 


81.86 


162N 


25G14 


161CA 


29.89 


162N 


2 SCI 4 


137CA 


76.03 


162CE1 


25C14 


137CB 


81.53 


162CE1 


2SC14 


162GD2 


28.99 


162CE1 


25C14 


184C22 


47.31 


162CE1 


25C14 


162NE2 


14. 94 


162CE1 


25C14 


137CA 


98.37 


137CB 


25C14 


161CB 


93.78 


137CB 


25C14 


162CD2 


53.66 


137CB 


25C14 


184CZ2 


66.27 



WOST7/I6177 



PCT/US96717512 









TABLE XVffl 








137CB 


25C14 


137G 


31. 04 


137CB 


25G14 


162NE2 


66.78 


137CB 


25C14 


161CA 


91.93 


137CB 


25C14 


1370 


34.84 


137CB 


25C14 


137GA 


16.94 


161CB 


25C14 137C 


85.13 


161CB 


25C14 


161CA 


18^ 06 


161CB 


25C14 


1370 


98.82 


161CB 


25C14 


137CA 


82.01 


162CD2 


25G14 184CZ2 


49.12 


162CD2 


25C14 


137C 


84 ; 06 


162CD2 


25C14 


162NE2 


16.33 


162CD2 


25C14 1370 


82; 53 


162CD2 


25C14 


137CA 


70.12 


: 184CZ2 


25C14 


13 7C 


..•79v9 : 2 : . 


184GZ2 


25C14 162NE2 


40.56 


184CZ2 


25C14 1370 


67.98 


184GZ2 


25G14 


137CA 


79.44 


137C 


25C14 


162NE2 


95.36 


13 7C : 


25C14 


161CA 


92 .71 


137C 


2SC14 


■ 1370 


••■ ■;14-.-52:: : -: 


13 7C 


25C14 


137GA 


17.79 


162NE2 


25C14 


1370 




162NE2 


25C14 


137CA 


83.69 


161CA 


25C14 


137CA 


84.51 


1370 


25C14 


137CA 


28.01 


1370 


2 5C15 


4 A Affirm +\ 

184CZ2 


82.18 


1370 


25C15 184CH2 


65.00 


1370 


25C15 


137C 


15,27 


1370 


25C15 


1610D1 


65.35 


1370 


2 5 CI 5 


138CA 


35^59 


1370 


25C15 


138N 


27.26 


1370 


25C15 


137 GB 




184GZ2 


25C15 


184CH2 


18.93 


184CZ2 


25C15 


13 7C 


89v79 


184CZ2 


25C15 


137CB 


65.87 


184CH2 


25G15 


137G : 


74; 80 


184GH2 


25C15 138N 


90.34 


184CH2 


25C15 


137 GB 


56.5? 


137C 


25C15 


1610D1 


50.24 


137C 




13 BGA 


30;53 


137C 


25C15 


138N 


15.68 


137C 




137GB 


30.32 


1610D1 


25C15 138CA 


56.67 


1610D1 




1 'J OM 

UoN 


45.35 


1610D1 


25C15 


137 GB 


48.96 


138CA 




13 BN 


17v26 


138GA 


25C15 


137CB 


59.96 


138N 


2 5C15 


137 GB 


43 .35 


162ND1 


25G16 


25SG 


47.96 


162ND1 


25C16 


19NE2 


81.05 


16 2ND! 


25C16 


162CE1 


17.42 


162ND1 




loxp 


59.00 


25SG 


25C16 


19NE2 


64.48 


25SG 


25C16 


162CE1 


51:01; 


25SG 


25C16 


23CA 


79.30 


25SG 


25C16 


1610 


61 .60 


19NE2 


25C16 


162CE1 


65.94 


19NE2 


25C16 


23CA 


51. 63 


162CE1 


25C16 


1610 


76.23 


23CA 


25017 


19NE2 


63 .28 


23CA 


25017 


23C 


18 . 00 


23CA 


25017 


23N 


. 16.04 


23CA 


25017 


220 


36 .68 


23CA 


25017 


25SG 


86>81 


23CA 


25017 


22C 


27.89 


23CA 


25017 


19CD 


75.23 


23CA 


25017 


230 


26 .79 


23CA 


25017 


24N 


26.12 


19NE2 


25017 


23C 


56.89 


19NE2 


25017 


23N 


63 . 52 


19NE2 


25017 


220 


37.86 


19NE2 


25017 


25SG 


64.03 


19NE2 


25017 


22C 


51.98 


19NE2 


25017 


19CD 


12.01 


1 9NE2 


25017 


230 


67 . 69 


19NE2 


25017 


24N 


42.39 


23C 


25017 


23N 


32.96 


230 


25017 


220 


43.34 


23C 


25017 


25SG 


68.82 


23C 


25017 


22C 


40.37 


23C 


25017 


19CD 


68.57 


23C 


25017 


230 


13.76 


23C 


25017 


24N 


14.50 


23N 


25017 


220 


28.82 


23N 


25017 


22C 


15.59 


23N 


25017 


19CD 


74 . 62 


23N 


25017 


230 


42.84 



WO 97/16177 



PCT/US06/17S12 



TABLE XVm 



23N 


25017 


24N 


36.39 


220 


25017 


25SG 


92.75 


220 


25017 


22G 


14.54 


220 


25017 


19CD 


47.50 


226 


25017 


230 


57.03 


220 


25017 


24N 


35.11 


25SG 


25017 


19CD 


63.67 


25SG 


25017 


230 


64.10 


25SG 


25017 


24N 


64.69 


22C 


25017 


19CD 


61.99 


22C 


25017 


230 


52 .87 


22C .'' 


25017 


24N 


37.51 


19GD 


25017 


230 


78.75 


19CD 


25017 


24N 


54.07 


230 


25017 


24N 


26.33 


25SG 


25N18 


162ND1 


59.84 


25SG 


2SN18 


1610 


84.84 


25SG 


25N18 


162CE1 


58.94 


25SG 


25N18 


25 GB 


19.83 


25SG 


25N18 


162CG 


65.68 


25iSG 


25N18 


161C ' 


84 .84 


25SG 


25N18 


162CA 


63.77 


25SG 


25N18 


162CB 


72. 00 


25SG 


25N18 


19NE2 


64.56 


162ND1 


251(118 


1610 


77.72 


162ND1 


25N18 


162CE1 


17.48 


162ND1 


25N18 


25CB 


52.80 


162ND1 


25N18 


162CG 


12.09 


162ND1 


25N18 161C 


70.93 


162ND1 


25N18 162CA 


42.08 


162ND1 


25N18 


162CB 


29.83 


162ND1 


25N18 


19NE2 


80.21 


1610 


25M18 


162CE1 


95.07 


1610 


25N18 


162CG 


66.81 


1610 


25N18 


161C 


7.83 


1610 


25N18 


162CA 


36.26 


1610 


25N18 162CB 


49.33 


162CE1 


25N18 


25CB 


45.72 


162CE1 


25N18 


162CG 


29.21 


162CE1 


25N18 


161C 


88.39 


162CE1 


25N18 


162CA 


59.10 


162GE1 


25N18 


162CB 


47 . 16 


162CE1 


25N18 


19NE2 


63.44 


25 GB 


25N18 


162CG 


62.19 


25CB 


25N18 


161C 


98.68 


25GB 


25N18 


162CA 


72.18 


25CB 


25N18 


162CB 


74.19 


25GB 


25N18 


19NE2 


48.00 


162GG 


25N18 


161C 


59.70 


162CG 


25N18 


162CA 


32.47 


162CG 


25N18 


162CB 


17.97 


162CG 


25N18 


19NE2 


92.29 


161C 


25N18 


162CA 


30 .47 


161C 


25N18 


162CB 


41.99 


162CA 


25N18 


162CB 


18.49 


25SG 


25C19 


1610 


87.86 


2SSG 


25C19 


25CB 


17.43 


25SG 


25C19 


162ND1 


51.44 


25SG 


25C19 


230 


85.01 


25SG 


25C19 


23C 


84 . 49 


2SSG 


25C19 


25N 


40,23 


25SG 


25C19 


161C 


84.17 


25SG 


25C19 


162CE1 


48.33 


25SG 


25C19 


19NE2 


65.89 


1610 


25C19 


162KD1 


65.41 


1610 


25C19 


161C 


3.96 


1610 


25G19 


162CE1 


79.95 


25CB 


25C19 


162ND1 


50.53 


25 GB 


25C19 


23CA 


87.26 


25CB 


25C19 


230 


79.49 


25GB 


25C19 


23G 


74 . 66 


25CB 


25C19 


25N 


31.30 


25CB 


25G19 161C 


97.21 


25CB 


25C19 


162CE1 


42.12 


25CB 


25C19 


19NE2 


48.60 


162ND1 


25C19 


25N 


81.01 


162ND1 


25C19 


161C 


61.89 


162MD1 


25C19 


162CE1 


14.54 


162ND1 


25G19 


19NE2 


72.57 


23CA 


25C19 


230 


31.62 


23CA 


25C19 


23C 


19.66 


23CA 


25C19 


25N 


60.25 


23GA 


25C19 


19NE2 


49.27 


230 


25C19 


23G 


15.91 


230 


25C19 


25N 


48.22 


230 


25C19 


19NE2 


64 . 33 


23C 


25C19 


25N 


44.48 


23C 


25C19 


19NE2 


49.75 



WO 97/16177 



PCT/US9d/17512 



TABLE XVm 



25N 


25C19 


162CE1 


70.28 


25N 


25C19 


19NE2 


41.94 


161C 


25C19 


162CE1 


76; 42 


162CE1 


25G19 


19NE2 


58.03 


19NE2 


25N20 


184NE1 


61.55 


19NE2 


25N20 184CZ2 


88.39 


19NE2 


25N20 


162CE1 


59.51 


19NE2 


25N20 


19CD 


15.18 


184NE1 


25N20 


184CZ2 


30.44 


184NE1 


25N20 


162CE1 


42.35 


184NE1 


25N20 


19CD 


46.54 


184CZ2 


25N20 


162GE1 


43.21 


184CZ2 


25N20 


19CD 


74.46 


162CE1 


25N20 


19CD 


52.22 


1610 


25C21 


25SG 


96.09 


1610 


25C21 


161C 


6.24 


i$io 


25C21 


162CA 


33.10 


1610 


25C21 


162N 


17.36 


1610 


25C21 162ND1 


61.84 


1610 


25C21 


25GB 


99.78 


1610 


25C21 


163N 


59 .11 


25SG 


25C21 161C 


94.55 


253G 


25C21 


162CA 


63.31 


25SG 


25C21 


162N 


80.59 


25SG 


25C21 


162ND1 


43.09 


25SG 


25C21 


25 GB 


6.39 


25 SG 


25C21 


163N 


44,50 


161C 


25C21 


162CA 


31.26 


16liC 


25C21 


162N 


14.07 


161C 


25C21 


162ND1 


63.41 


161C 


25C21 


25CB 


98.77 


161C 


25C21 


163N 


55.24 


162CA 


25C21 


162N 


17.54 


162GA 


25C21 


162ND1 


37.75 


162CA 


25G21 


25CB 


67 .54 


162CA 


25C21 


163N 


28.93 


162N 


25C21 


162ND1 


52.75 


162N 


25C21 


25CB 


85.01 


162N 


25C21 


163N 


41.75 


162ND1 


2SC21 


25 GB 


43.42 


162ND1 


25C21 


163N 


45.75 


25CB 


25021 


163N 


50.47 


25SG 


25C22 


25GB 


32.60 


25SG 


25C22 


25N 


72.57 


25SG 


25G22 


25GA 


49.33 


25SG 


25C22 


19NE2 


93.81 


25SG 


25C22 


26N 


55.18 


25SG 


25C22 


162ND1 


47.43 


25SG 


25G22 


24C 


82.40 


25SG 


25G22 


25C 


44.53 


25SG 


25C22 


162CE1 


48.15 


25SG 


25C22 


1610 


75.53 


2SSG 


25C22 


26CD1 


94.13 


25SG 


25C22 


190E1 


68.36 


25SG 


25C22 


19CD 


81.56 


25CB 


25C22 


25N 


46.75 


25 GB 


25G22 


25CA 


24.63 


2SCB 


25G22 


19NE2 


63.05 


25CB 


25C22 


24N 


85,73 


25CB 


25G22 


26N 


52 . 12 


25GB 


25C22 


162ND1 


56.93 


25CB 


25C22 


24C 


57.01 


25 GB 


25C22 


25C 


34.57 


25CB 


25C22 


162CE1 


46.25 


25CB 


25C22 


24CA 


75.71 


25CB 


25C22 


26GD1 


92.36 


25CB 


25C22 


19GE1 


41.24 


25CB 


25C22 


19GD 


51.95 


25N 


25C22 


25CA 


23.55 


25N 


25C22 


230 


65.42 


25N 


25G22 


23C 


60.13 


25N 


25C22 


23CA 


77.28 


25N 


25C22 


19NE2 


54 . 87 


25N 


25C22 


24N 


43.20 


25N 


25C22 


26N 


39 . 45 


25N 


25C22 


24C 


10.31 


25N 


25G22 


25C 


33.15 


25N 


25C22 


162CE1 


88.28 


25N 


25C22 


24CA 


29.39 


25N 


25G22 


26CD1 


58.64 


25N 


25C22 


190E1 


57 .16 


25N 


25C22 


19CD 


54.20 


25CA 


25C22 


230 


88.34 


25CA 


25C22 


23C 


83.54 


25CA 


25G22 


23CA 


99.22 


25CA 


25C22 


19NE2 


61.73 


25CA 


25C22 


24N 


66.05 


25CA 


25C22 


26N 


35.11 



W097/16177 



PCI7US96/17S12 



TABLE XVm 



25CA 


25C22 


1 62ND1 


81.55 


25CA 


25C22 


24C 


33.75 


25CA 


25C22 


250 


19.23 


25CA 


25C22 


162CE1 


69.9? 


25CA 


25C22 


24CA 


52 .91 


25GA 


2 5C22 


26CD1 


70.42 


25CA 


25C22 


190E1 


50.96 


25CA 


25C22 


19CD 


55.14 


230 


25G22 


23C 


19 .26 


230 


25C22 


23CA 


35.89 


2:3.0. ; 


25G22 


19NE2 


79.72 


230 


25C22 


24N 


32.92 


... 230 


25G22 


26N 


78.15 


230 


25C22 


24C 


55.15 


230 


25C22 


25C 


88 .29 


230 


25C22 


24CA 


36.77 


230 


25C22 


26C01 


45.35 


230 


25C22 


19CD 


90.80 


23G 


25C22 


23CA 


22.09 


23C 


25C22 


19NE2 


61 .06 


23 G 


25C22 


24N 


18 . 52 


23G 


25C22 


26N 


84,89 


23G: 


25C22 


24C 


50 .29 


23C 


25G22 


25C 


89.8Cf 




25C22 


2 4 OA 


31.49 


23C 


25C22 


26CD1 


60^86 


23G 


25C22 


190E1 


86.44 


23C 


25C22 


19CD 


72.74 


: 23CA 


25C22 


19NE2 


57 .32 


23CA 


25C22 


24N 


34.3? 


23CA 


25C22 


24C 


68.55 


23CA 


25C22 


24CA 


51.33 


?3GA 


25022 


26CD1 


81. 00 


23GA 


25C22 


190E1 


84.42 


23CA 


25C22 


19CD 


70.13 


19NE2 


25C22 


24N 


48.45 


19NE2 


25C22 


26N 


93 .13 


19NE2 


25C22 162ND1 


81.54 


19NE2 


25C22 


24C 


55.55 


19NE2 


25C22 


25C 


80 . 63 


19NE2 


25C22 


162GE1 


65.93 


19NE2 


25C22 


24CA 


57 .12 


19NE2 


25C22 


190E1 


27.13 


19NE2 


25C22 


19CD 


12 .81 


24N 


25C22 


26N 


74. 25 


24N 


25C22 


24C 


34 .17 


Z4N 


25G22 


25C 


75.06 


24N 


25G22 


24CA 


17 .99 


24N 


25C22 


26GD1 


62.40 


24N 


25G22 


190E1 


70.97 


24N 


25G22 


19GO 


58.41 


26N 


25C22 


24C 


43.27 




25C22 


25C 


17.72 


26N 


25C22 


162CE1 


96.42 


46 ON 


25C22 


24GA 


56.30 


26N 


25C22 


26GD1 


41.56 


2oN 


25C22 


190E1 


86.07 


26N 


25C22 


19CD 


89.17 


162ND1 


25C22 


25C 


87.29 


162ND1 


25G22 162CE1 


16.50 




25C22 


1610 


57 .76 


162ND1 


25C22 


190E1 


57.61 


X02ND1 


25C22 


19GD 


70.43 


24C 


25C22 


25C 


40.95 


24C 


25C22 


162CE1 


97.34 


24C 


25C22 


24CA 


19.17 


24C 


25G22 


26CD1 


53.28 


24C 


25C22 


190E1 


63.13 


24C 


25C22 


19CD 


57.60 


25C 


25C22 


162CE1 


79.88 


25C 


25C22 


24GA 


58.50 


25C 


25C22 


26CD1 


58.12 


25C 


25C22 


190E1 


69.35 


25C 


25C22 


19CD 


74.36 


162CE1 


25C22 


1610 


74.20 


162CE1 


25C22 


190E1 


41.17 


162CE1 


25C22 


19CD 


54.32 


24CA 


25C22 


26CD1 


49.39 


24CA 


25C22 


190E1 


73.34 


24GA 


25C22 


19CD 


63.76 


190E1 


25C22 


19CD 


14.35 


25SG 


25023 


25N 


75.69 


25SG 


25G23 


25CB 


37.11 


25SG 


25023 


25CA 


54.99 


25SG 


25023 


24C 


90.69 


25SG 


25023 


190E1 


83.77 


25SG 


25023 


25C 


48.15 


25SG 


25023 


26N 


51.79 



WO 97/16177 



PCT/US96717512 



TABLE XVm 



25SG 


25023 


162ND1 


44.43 


25SG 


25023 162CE1 


52 1 Q 


25SG 


25023 


240 


85.50 


25K 


25023 




51 At 


25N 


25023 


19NE2 


75.55 


25N 


2SQ23 


23r 


AO »-4p 


25N 


25023 


24N 


57.15 


25N 


Z jUaJ. 


Z jU 


AO. 4 9 


25N 


25023 


25CA 


24 40 




.Z 3vf J . 


oaW 


15 w 43 


25N 


25023 


24CA 


38.06 


25N 






/2 .15 


25N 


25023 


190E1 


71 82 


25N 






op . 12 


2 5N 


25023 


2 5C 


27 77 


Z JU 


95/Y>l 


« WW 


33 .20 


25N 


25023 


23N 


97 . 97 


25N 






OA A A 

94 . 44 


25N 


25023 


240 


9 85 


25N 


7**ri7i 




91.69 


25CB 


25023 


19NE2 


80 56 


25PR 






27 . 06 


25CB 


25023 


24G 


66 23 








89 . 22 


25CB 


25023 


19CD 


67. 04 


25PB 




iJUfil 




25CB 


25023 


25C 


33 . 18 


25CH 




9£M 


4jB .. Ol 


25GB 


25023 


162ND1 


52 . 03 


25CR 




1 £00171 
XOiiLLl 


A C OO 

40.00 


25CB 


25023 


240 


59 .52 


19NF2 


25H9^ 




Q VI C X 


19NE2 


25023 


24N 


66 .47 


19NF2 


2 502 




/ o . Jz 


19NE2 


25023 


25CA 


77 . 61 


19NR2 






/i. . 34 


19NE2 


25023 


24CA 


74 .20 






1 Qr»n 


1 A tin 
X4 • o / 


19NE2 


2502 3 


190E1 


32.03 


19NE2 


25023 


990 


TO Hi 


19NE2 


25023 


25C 


93 . 21 


19NE2 




^ jW 


OO . /9 


19NE2 


25023 


162ND1 


89.64 


19NE2 


25023 




T1-- O O 


19NE2 


25023 


240 


69.92 


19NE2 


25023 


22P 


0 J • J z 


23C 


25023 


24N 


24.58 


23C 






OQ IT 
ZO • X J 


23C 


25023 


230 


21.76 


23C 


25023 




OX . j; 


23C 


25023 


24CA 


38 . 61 


23C 


25023 




M / • 4 9 


23C 


25023 


220 


49.19 


23C 


25023 


25C 


QQ 0*7 


23C 


25023 


26N 


90. 14 


23C 


25023 


23N 


J w • QU 


23C 


25023 


240 


68.35 


23C 








24N 


25023 


23CA 


44.35 


24N 


2502 V 


230 


*U .40 


24N 


25023 


25CA 


80.66 


24N 




24C 


AT 79 
41 • / Z 


24N 


25023 


24CA 


20.87 


24N 


25023 




77 1 1 


24N 


25023 


190E1 


91.57 


24N 


25023 


^ ^ w 


AT 7fi 
41. AO 


24N 


25023 


25C 


83 .71 


24N 


2502? 


^ on 


AO 70 
OU. J3 


24N 


25023 


23N 


41.16 


24N 




9 Aft 


A 7 On 
4 / . OO 


24N 


25023 


22C 


39 OA 




25023 


230 


A1 1 A 

43 . 14 


23CA 


25023 


24C 


85.95 


23CA 


25023 


24CA 


63.70 


23CA 


25023 


19CD 


92.98 


23CA 


25023 


220 


38.70 


23CA 


25023 


23N 


9.54 


23CA 


25023 


240 


92.15 


23GA 


25023 


22C 


25 . 05 


230 


25023 


25CA 


99.19 


230 


25023 


24C 


64.48 


230 


25023 


24GA 


44.29 


230 


25023 


220 


70.90 


230 


25023 


25C 


91.92 


230 


25023 


26N 


78.46 


230 


25023 


23N 


49.19 


230 


25023 


240 


71.18 


230 


25023 


22C 


60.24 



WO 97/16177 



PCT/US96/17512 



TABLE XVm 



25CA 


25023 


24C 


39.48 


25CA 


25023 


24CA 


62.38 


25GA 


25023 


19CD 


68.41 


25CA 


25023 


190E1 


60.76 


25CA 


25023 


25C 


15.95 


25CA 


25023 




32.35 


25CA 


25023 


162ND1 


79.08 


25CA 


25023 


162CE1 


71.50 


25CA 


25023 


240 


32.98 


24C 


25023 


: 'Ziffle. 


22v98 


24C 


25023 


19CD 


72 . 19 


24C 


25023 


- 190E1 


76.64 


24C 


25023 


220 


73.41 


24G 


25023 


■""■•25G 


42.54 


24C 


25023 


26N 


44.02 


24C 


25023 


\ : ;:23K - '■• 


82.66 


24C 


25023 


240 


6.88 


24C 


25023 


22C ''/'. 


77.34 


24CA 


25023 


19CD 


80.54 


24CA 


25023 


190E1 


90.57 


24CA 


25023 


220 


60.20 


24CA 


25023 


25C 


63.31 


24CA 


25023 


26N 


59.62 


24CA 


25023 


23N 


61.69 


24CA 


25023 


240 


29.75 


24CA 


25023 


22C 


59.80 


19CD 


25023 


190E1 


17.43 


19CD 


25023 




54.37 


19CD 


25023 


25C 


84 . 36 


19CD 


25023 


26N , 


99.96 


19CD 


25023 


23N 


83.45 


19CD 


25023 


162ND1 


76.89 


19CD 


25023 


162CE1 


60 .68 


19CD 


25023 


240 


68.84 


19CD 


25023 


22C 


67.98 


190E1 


25023 


220 


71.76 


190E1 


25023 


25C 


76.10 


190E1 


25023 


26N 


93.05 


190E1 


25023 


162ND1 


60.98 


190E1 


25023 


162CE1 


44.53 


190E1 


25023 


240 


71.61 


190E1 


25023 


22G 


85.33 


220 


25023 


23N 


29.15 


220 


25023 


240 


76.62 


220 


25023 


22C 


13 . 64 


25C 


25023 


26N 


17.16 


25C 


25023 


162ND1 


82 . 30 


25C 


25023 


162CE1 


78.86 


25C 


25023 


240 


37.62 


26N 


25023 


162ND1 


92.78 


26N 


25023 


162CE1 


92.75 


26N 


25023 


240 


41.67 


23N 


25023 


240 


88.33 


23N 


25023 


22C 


15.51 


162ND1 


25023 


162CE1 


16.46 


240 


25023 


22C 


81.85 


65CA 


25C24 


66N 


33.46 


65CA 


25C24 


65C 


20.36 


65CA 


25C24 


640 


36.58 


65GA 


25C24 


660 


68.87 


66N 


25C24 


65C 


17.64 


66N 


25C24 


640 


67.62 


66N 


25C24 


660 


36.45 


65C 


25C24 


640 


50.58 


65C 


25C24 


660 


53.76 


660 


25C25 


66N 


40.06 


660 


25C25 


66C 


8 . 90 


660 


25C25 


65CA 


70.27 


660 


25C25 


65C 


53.58 


1610 


25C25 


161C 


14,86 


1610 


25C25 


161CA 


28.19 


1610 


25C25 


25SG 


60.39 


66N 


25C25 


66C 


31.52 


66N 


25C25 


65CA 


30.22 


66N 


25C25 


25SG 


91 . 38 


66N 


25C25 


65C 


14.24 


161C 


25C25 


161CA 


17.63 


161C 


25C25 


25SG 


69.22 


66C 


25C25 


65GA 


61.71 


66C 


25C25 


65C 


44.80 


65CA 


25C25 


25SG 


82.36 


65CA 


25C25 


65C 


17.73 


161CA 


25C25 


25SG 


86.68 


25SG 


25C25 


65C 


92.33 


660 


25C26 


66C 


3.30 


660 


25C26 


163CB 


87.58 


1610 


25C26 


161C 


15.84 


1610 


25C26 


163N 


56.85 



WO 97/16177 



PGT/US96/I7512 



TABLE XVm 



1610 


25C26 


1600 


61.70 


1610 


25026 


163CB 


84.35 


1610 


2 5C2 6 


162N 


27 .01 


i-1610 


25C26 


161CA 


28.97 


161C 


25C26 


163N 


55.26 


16 1C 


25C26 


1600 


50.24 


16 1C 


25C26 


163CB 


84.79 


161C 


25C26 


162N 


15.32 


16iC 


25C26 


161CA 


17.79 


163N ■ 


25C26 


1600 


95.75 


163N 


25C26 


163GB 


29.64 


163N 


25C26 162N 


42.53 


163N 


25C26 


161CA 


71.03 


66C 


25C26 163CB 


89,72 


160O 


2SC26 


162N 


56.11 


160b 


25C26 161GA 


33.06 


163CB 


25C26 


162N 


72.06 


162N 


25C26 


161CA 


28.56 


160O 


25C27 


160C 


16.28 


1600 


25C27 


161CA 


39.86 


160O 


25C27 


16.1C 


59.69 


1600 


25C27 


i61N 


29.94 


160O 


25C27 


1610 


70.88 


1600 


25C27 


160CB 


39.29 


16 Op 


25C27 


134GB 


91.77 


;i60O 


25C27 


162N 


65.04 


160C 


25C27 


161CA 


33.56 


160C 


25C27 


161C 


50.71 


160G 


25C27 


161N 


17.29 


160C 


25C27 1610 


64.68 


160C 


25C27 


160CB 


32.70 


160C 


25C27 


134CB 


77.93 


160C 


25C27 


162N 


52.23 


161CA 


25C27 


161C 


20.25 


161CA 


2SG27 


16 IN 


19.14 


161CA 


25C27 


1610 


31.54 


161CA 


25C27 


160CB 


64.50 


161CA 


25C27 


134CB 


90.77 


161CA 


25C27 


162N 


30.47 


161C 


25C27 161N 


33.69 


161C 


25G27 


1610 


15.99 


161C .'. 


25C27 


160GB 


77.36 


161C 


25C27 


134GB 


85.39 


161C 


25C27 


162N 


15.75 


161N 


25G27 


1610 


48.38 


161N 


25C27 


160CB 


45.58 


16 IN 


25C27 


134GB 


77.13 


161N 


25C27 


162N 


35 . 42 


lolO 


25C27 


160GB 


93.10 


1610 


25C27 


134 GB 


96.47 


1610 


25C27 


162N 


27.78 


660 


25C27 


209CD2 


83.62 


1 £ Ann 


25G27 


134CB 


56.56 


160CB 


25C27 


162N 


71,89 


lovto 


25G27 


209CD2 


69 .27 


134CB 


25C27 


162N 


69.95 


• •1 ^ ,4 /-ICS 

134GB 


. 25C27 


209GD2 


49.25 


1600 


25C28 


160C 


11.12 


1600 


25C28 


161CA 


34.92 


1600 


25C28 


161N 


22; 64 


160C 


2 5C2 8 


161CA 


30.68 


160C 


25028 161N 


14.74 


67CE1 


25C28 


660 


57.93 


67CE1 


25C28 


67CD1 


16.20 


161CA 


2SC28 


16 IN 


17 .22 


660 


25C28 


67CD1 


44.47 


2Q9GD2 


2 5C2 9 


134CB 


68.69 


209CD2 


2 5029 


160GB 


90-30 


2Q9CD2 


25C29 


67GD1 


65.58 


209CD2 


25C29 


660 


98.85 


J U 9CD2 


25C29 


209CG 


7 .93 


209CO2 


25C29 


67CE1 


70.23 


134GB 


25C29 


160CB 


68.29 


134CB 


25C29 


160c 


85.31 


134GB 


25C29 


209CG 


62.21 


1600 


25C29 


160CB 


42.09 


1600 


25C29 


160C 


15.52 


160CB 


25C29 


160C 


33.72 


160CB 


25C29 


209CG 


83.59 


67CD1 


25C29 


660 


45.57 


67CD1 


25C29 


209CG 


73.48 


67CD1 


25C29 


67CE1 


16.51 


660 


25C29 


67CE1 


56.12 


209CG 


25G29 


67CE1 


77.57 


660 


25C30 


66N 


46.15 


660 


25G30 


65CA 


82.36 


660 


25C30 


26CD1 


69.05 


660 


25C30 


26CB 


54.83 



WO 97/16177 



PCT/US96Y17512 



TABLE XVffl 



oou 


25C30 


650 


61-. 73 


660 


25G30 


66C 


12 . 32 


oou . 


25C30 


66CA 


31 .12 


66Q 


25C30 


26CG 


57.20 


oou 


25030 


26N 


Or. AO 


9 60 


25C30 


163 GB 


86. 18 


oow 


25C30 


65CA 


^ 'C CO 
36.68 


66N 


: 25C30 


26GD1 


45.40 




2SC30 


26CB 


O -A « 

62.49 


.r r %». ■• 

ooN 


25C30 


65C 


16.57 


p ow 


25G30 


66C 


34 . 22 


r r m 
OON 


25G30 


66CA 


15.04 


DON 


25C30 


26CG 


AO Oft 

48 .20 


ooN 


25030 


26N 


85.31 




25C30 


26CD1 


■ O A I Jl 

80 .34 


c /■» 
25SG 


25G30 


26GB 


78.23 




25C30 1610 


67 .14 


25SG 


25C30 


26GG 


83.17 




O CA1 A 


2oN 


47 .19 


25SG 


25C30 


163CB 


52.42 


*5 ceo 




loJN 


44.84 


65CA 


25G30 


26GD1 


53 . 97 








86 . 07 


r r 

65CA 


25C30 


65G 


20.64 


ODUl 


9-'er*ii in 

Z jL J U 


o oC 


•7 a- no 
70 .7 8 


65CA 


25C30 


66GA 


51. 58 




O Cr*^ A 


2oCCj 


rn *VO' 

67.39 


65CA 


25C30 


26N 


93.38 


ZOLul 


>cr»i a 




34 .81 


26CD1 


25C30 


65C 


49.80 






OOL 


co i i 
59 . 13 


26CD1 


25C30 


66GA 


50.39 




Z jLJU 




1 *T AA 
17.00 


26GD1 


25C30 


26N 


42 . 15 






IDJLo 


83 . 57 


26CB 


25C30 


65C 


74.87 




ZjLjU 


oou 


51 .73 


26CB 


25C30 


66GA 


56.97 




^jLj U 


fOUj 


18.84 


■ o r^« 

26GB 


25C30 


26N 


31.41 


f OyD - 


^ jLj U 




C A A A 

54.44 


26 GB 


25C30 


163N 


82.52 






o ov 


co oc 
50 . 25 


65C 


25C30 


66CA 


31. 10 


OjV, 






CO AO 

58 . 02 


65C 


25C30 


26N 


91.94 






1 cirib 
lOJLo 


83 . 35 


1610 


25C30 


163N 


54.69 






O.OCA 


19 . 22 


r r« 

66G 


25C30 


26GG 


49. 60 


O WW 




2oN 


OT QQ 

82 . 89 


66C 


25C3Q 


163 GB 


92.24 




« JU J u 




4 / . 25 


66CA 


25C30 


26N 


84 . 74 




25C30 


26N 


3 / . /3 


26GG 


25C30 


163GB 


71.86 




25C30 


163N 


OQ CO 

98.68 


26N 


25C30 163CB 


44.77 


w OH 


25C30 


163N 


re 1A 

65.10 


163GB 


25C30 


163N 


28.72 




25031 


66N 


Ol . 37 


r r^\ 

660 


25031 


26CiB 


77.21 


Ago 

oou 


25031 


26CD1 


O C C A • 

95 • 50 


r r /n 

660 


25031 


66G 


18.26 


15 fin 


25031 


26CG 


80 . 22 


660 


25031 


66GA 


41. 13 


oou 


25031 


65C 


76 . 22 


660 


25031 


65CA 


98.52 


oou 


25031 


26CA 


93 .42 


660 


25031 


26NE1 


92.30 




25031 


67N 


17 . 71 


r rA 

660 


25031 


26GD2 


73.43 


660 


25031 


650 


71.00 


66N 


25031 


26GB 


86.34 


66N 


25031 


26CD1 


59.28 


66N 


25031 


66G 


45.73 


66N 


25031 


26CG 


65 ? 50 


66N 


25031 


66GA 


21.43 


66N 


25031 


65C 


16.23 


66N 


25031 


65GA 


39.07 


66N 


25031 


26NE1 


49.90 


66N 


25031 


67N 


52.44 


66N 


25031 


26CD2 


57 . 23 


66N 


25031 


650 


11.55 


26CB 


25031 


26CD1 


45.93 


26CB 


25031 


66C 


70.12 


26CB 


25031 


26CG 


25.17 


26CB 


25031 


66GA 


76.25 



iVi 



WC97/16177 



PCT/US96/I7512 



TABLE XVm 



26CB 


25031 


65C 


96.29 


26CB 


25031 


268 


36.99 


26GB 


25031 


26CA 


18 . 87 


26CB 


25031 


25SG 


86.19 


26GB 


25031 


26NE1 


53 . 75 


26CB 


25031 


67N 


63.56 


26GB 


25031 


163GB 


61 . 81 


26CB 


25031 


26CD2 


30.74 


2 6GB 


25031 


650 


94.86 


26CD1 


25031 


66C 


78.62 


26GD1 


25031 


26CG 


22.75 


26001 


25031 


66CA 


65.15 


i 26CD1 


25031 


65C 


60.18 


26CD1 


25031 


65CA 


62.48 


26CD1 


25031 


26N 


50.53 


26CD1 


25031 


26CA 


52.01 


26CD1 


25031 


25SG 


86 .23 


26G01 


25031 


26NE1 


10.06 


2 6CD1 


25031 


67N 


77.85 


26CD1 


25031 


163CB 


97.88 


26CD1 


25031 


26CD2 


24.53 


26CD1 


25031 


650 


61. 57 


66C 


25031 


26CG 


66 ; 43 


66C 


25031 


66CA 


24.43 


66C 


25031 


65C 


61.60 


66C 


25031 


65CA 


84.54 


66C 


25031 


26CA 


88.49 


66C 


25031 


26NE1 


74.51 


66C 


25031 


67N 


8.31 


66C 


25031 


26GD2 


58.54 


66C 


25031 


650 


56.49 


26CG 


25031 


66CA 


61.97 


26CG 


25031 


65C 


72.65 


26CG 


25031 


65CA 


81.58 


26CG 


25031 


26N 


45.87 


26CG 


25031 


26CA 


37.48 


26GG 


25031 


25SG 


92.89 


26CG 


25031 


26NE1 


29.02 


26CG 


25031 


67N 


62.96 


26CG 


25031 


163CB 


84.79 


26CG 


25031 


26GD2 


9.01 


26CG 


25031 


650 


72.10 


66CA 


25031 


65C 


37.55 


66GA 


25031 


65CA 


60,47 


66CA 


25031 


26CA 


94.80 


66CA 


25031 


26NE1 


58.06 


66CA 


25031 


67N 


31.03 


66CA 


25031 


26GD2 


52.97 


66GA 


25031 


650 


32.59 


65C 


25031 


65CA 


22 .96 


65C 


25031 


26NE1 


50.12 


65C 


25031 


67N 


68.57 


65C 


25031 


26CD2 


65. 66 


65C 


25031 


650 


5.21 


65CA 


25031 


26NE1 


53.45 


65CA 


25031 


67N 


91.50 


65CA 


25031 


26CD2 


77.14 


65CA 


25031 


650 


28.05 


26N 


25031 


26CA 


20.41 


26N 


25031 


25SG 


49.78 


26N 


25031 


26NE1 


60.51 


26N 


25031 


163GB 


48.83 


26N 


25031 


26CD2 


54 .87 


26CA 


25031 


25SG 


67.76 


26GA 


25031 


26NE1 


61. 63 


26CA 


25031 


67N 


81.48 


26GA 


25031 


163CB 


47.51 


26CA 


25031 


26CD2 


45.43 


25SG 


25031 


26NE1 


93.17 


25SG 


25031 163GB 


52.44 


26NE1 


25031 


67N 


75.15 


26NE1 


25031 


26CD2 


27.61 


26NE1 


25031 


650 


51.59 


67N 


25031 


26CD2 


55.84 


67N 


25031 


650 


63 . 57 


163CB 


25031 


26CD2 


92.09 


26CD2 


25031 


650 


64.59 


25SG 


25N32 1610 


82.28 


25SG 


25N32 


230 


84.49 


25SG 


25N32 


26CD1 


88,80 


25SG 


25N32 


26N 


50.25 


25SG 


25N32 


25CB 


9.66 


25SG 


25N32 


25N 


39.55 


25SG 


25N32 


163N 


46.38 


25SG 


25N32 


26CB 


79.05 


25SG 


25N32 


161C 


82.48 


25SG 


25N32 


23C 


74.25 


1610 


25N32 


25CB 


91.92 
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TABLE XVIII 



1610 


25N32 


163N 


57.92 


1610 


25N32 


161C 


9.03 


65CA 


25N32 


66N 


32 . 94 


65CA 


25N32 


230 


48.76 


65CA 


25N32 


26CD1 


52 . 31 


65CA 


25N32 


26N 


94.41 


6SOV 


25N32 


25N 


92.40 


65CA 


25N32 


65C 


17.26 


65CA 


2SN32 


660 


67.39 


65CA 


25N32 


26CB 


78.37 


65CA 


25N32 


23C 


60.93 


66N 


25N32 


230 


68.51 


66N 


25N32 


26CD1 


41.20 


66N 


25N32 


26N 


79.04 


66N 


25N32 


25N 


94.92 


66N 


25N32 


65C 


15.81 


661* 


25N32 


660 


35.14 


66N 


25N32 


26CB 


53.15 


66N 


25N32 


23C 


81.78 


230 


25N32 


26CD1 


46.25 


230 


25N32 


26N 


67.84 


230 


25N32 


25CB 


76.13 


230 


2SN32 


25N 


47 . 96 


230 


25N32 


65C 


59.32 


230 


25N32 


660 


99.28 


230 


25N32 


26CB 


75.73 


230 


25N32 


23C 


13.32 


26CD1 


25N32 


26N 


42.44 


26GD1 


25N32 


25CB 


79.55 


26CD1 


25N32 


25N 


54.01 


26001 


25N32 


65C 


45.85 


26C01 


25N32 


660 


57.60 


26GD1 


25N32 


26CB 


31.68 


26CD1 


25N32 


23C 


55.94 


26N 


25N32 


25GB 


42 .72 


26N 


25N32 


25N 


33.34 


26N 


25N32 


65C 


87 . 61 


26N 


25N32 


660 


74.76 


26N 


25N32 


163N 


67 .13 


26N 


25N32 


26CB 


30.37 


26N 


25N32 


230 


68.06 


25CB 


25N32 


25N 


30.07 


25CB 


25M32 163N 


53.14 


25GB 


25N32 


26CB 


72.55 


25CB 


25M32 161C 


92 . 10 


25CB 


25N32 


23C 


66.78 


25N 


25N32 


65C 


95.38 


25N 


25N32 


163N 


80.01 


25N 


25N32 


26GB 


60.55 


25N 


25N32 


23C 


41.68 


65C 


25N32 


660 


50.19 


65C 


25N32 


26CB 


65.71 


65C 


25N32 


23C 


72.49 


660 


25N32 


163N 


92.8:6 


660 


25N32 


26CB 


44.71 


163N 


25N32 


26GB 


78.55 


163N 


25N32 


161C 


52 .17 


26 GB 


25N32 


23C 


82.47 


25SG 


25C33 


25N 


62.03 


25SG 


25C33 


26N 


67.44 


25SG 


25C33 


25GB 


22.53 


25SG 


25C33 


25CA 


44.14 


25SG 


25C33 


25C 


51.85 


25SG 


25C33 


24N 


94.55 


25SG 


25C33 


24G 


75.69 


25SG 


25C33 


26CB 


94.29 


25SG 


25C33 


24CA 


93.12 


25SG 


25C33 


26CA 


77.03 


25SG 


25C33 


1610 


66.31 


230 


25C33 


25N 


68.18 


230 


25C33 


2.6.CD1 


60.30 


230 


25033 


26N 


92.61 


230 


25C33 


23C 


18.66 


230 


25C33 


25CA 


89.03 


230 


25C33 


65GA 


56.48 


230 


25C33 


25C 


96.38 


230 


25C33 


24N 


30.61 


230 


25C33 


24C 


56.80 


230 


25C33 


26CG 


75 . 69 


230 


25C33 


26CB 


94.54 


230 


25C33 


23CA 


32.16 


230 


25C33 


66N 


77.02 


230 


25C33 


24CA 


37.25 


230 


25C33 


26CA 


97.15 


230 


25C33 


26NE1 


47.95 


230 


25C33 


65C 


65.17 


230 


25C33 


65N 


43.20 


25N 


25C33 


26CD1 


73.26 



HI 
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TABLE XVm 



2SN 


25C33 


26N 


44.51 


25N 


25C33 


25GB 


39.50 


25N 


25C33 


23C 


57.79 


25N 


25C33 


25CA 


20.88 


25N 


25C33 


25C 


34.96 


25N 


25C33 


24N 


40.75 


25N 


25C33 


24C 


13.79 


25N 


25C33 


26CG 


73.79 


25N 


25C33 


26CB 


75.59 


25N 


25C33 


23CA 


69.58 


2SN 


25C33 


24CA 


31.77 


25N 


25C33 


26CA 


59.60 


25N 


25C33 


26NE1 


73.01 


26CD1 


25C33 


26N 


53.40 


26CD1 


25C33 


23C 


74 .18 


26CD1 


25C33 


25CA 


82.03 


26CD1 


25C33 


65GA 


58.73 


26CD1 


25C33 


25C ■ ■-' 


69.11 


26CD1 


25033 


24N 


71 .72 


26CD1 


25C33 


24C 


61.69 


26CD1 


25C33 


26CG 


15.97 


26CD1 


25C33 


26CB 


35.58 


26CD1 


25C33 


23GA 


91.94 


26CD1 


25C33 


66N 


43.00 


26CD1 


25C33 


24CA 


56.83 


26CD1 


25C33 


26CA 


46.45 


26CD1 


25C33 


26NE1 


12.72 


26CD1 


25C33 


65C 


47.83 


26CD1 


25033 


65N 


61.48 


26N 


25C33 


25CB 


53.84 
37.01 


26N 


25C33 


23C 


92.65 


26N 


25C33 


25CA 


26N 


25C33 


2SC 


17.36 


26K 


25033 


24N 


77.69 


26N 


25C33 


24C 


45.23 


26N 


25C33 


26CG 


43.00 


26N 


25C33 


26CB 


34.40 


26N 


25C33 


66N 


88.08 
15.70 


26N 


25C33 


24CA 


60 .35 


26N 


25C33 


26CA 


26N 


25C33 


26NE1 


62 .43 


26N 


25C33 


65C 


98.83 


25CB 


25C33 


23C 


89.77 


25GB 


25C33 


25CA 


22.60 


2SCB 


25C33 


25C 


36.53 


25CB 


25C33 


24N 


74.40 


25CB 


25C33 


24C 


53.16 


25CB 


25C33 


26CG 


96.54 


25CB 


25C33 


26CB 


86.56 


25CB 


25C33 


23CA 


92.73 


25CB 


25C33 


24CA 


70.80 


25CB 


25C33 


26CA 


67.26 


25CB 


25G33 


1610 


88.61 


23G 


25C33 


25CA 


78.15 


23C 


25C33 


65CA 


73.62 


23C 


25C33 


25C 


90.88 


23C 


25C33 


24N 


17,05 


23C 


25C33 


24G 


49.66 


23C 


25C33 


26GG 


88.11 


23G 


25C33 


23CA 


19.27 


23C 


2SC33 


66N 


95.67 


23C 


25C33 


24CA 


32.32 


23C 


25C33 


26NE1 


62. 90 


23C 


25C33 


65C 


83.62 


23C 


25C33 


65N 


59.43 


25CA 


25033 


25C 


21 . 13 


25CA 


25C33 


24N 


61.20 


25CA 


25C33 


24C 


33.01 


2SCA 


25C33 


26CG 


76.92 


25CA 


25C33 


26GB 


71.41 


25CA 


25C33 


23CA 


87.72 


25CA 


25C33 


24CA 


52.23 


25CA 


25C33 


26CA 


52.44 


25CA 


25C33 


26NE1 


85.76 


65CA 


25C33 


24N 


87.00 


65CA 


25C33 


26CG 


69.63 


65CA 


25C33 


26CB 


84.46 


65CA 


25C33 


23CA 


76.25 


65CA 


2SG33 


66N 


32.22 


65CA 


25C33 


24CA 


88.00 


65CA 


25C33 


26NE1 


51 .85 


65CA 


25G33 


65C 


16.56 


65CA 


25C33 


65N 


14.77 


2f 


25C33 


24N 


74.16 


25C 


25C33 


24C 


41.26 


2 


25C33 


2 6CG 


60.10 


25G 


25C33 


26CB 


51.20 


212 


25C33 


24CA 


59 . 94 
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25C 


25C33 


26CA 


31.86 


25C 


25G33 


26NE1 


76.48 


24N 


25C33 


24C 


33.23 


24N 


25G33 


26CG 


82.78 


24N 


25C33 


26CB 


96.28 


24N 


25C33 


23CA 


32 .00 


24N 


25C33 


24CA 


18.67 


24N 


25C33 


26CA 


88.81 


24N 


25C33 


26NE1 


62 . 87 


24N 


25C33 


65C 


93.98 


24N ■ 


25C33 


65N 


73.77 


24G 


25C33 


26CG 


64.93 


24C 


25C33 


26CB 


70.95 


24C 


25C33 


23CA 


64 .79 


24C 


25C33 


24CA 


19.55 


24C 


25G33 


26CA 


58.29 


24C 


25C33 


26NE1 


59. 98 


24C 


25C33 


65N 


96:26 


26CG 


25C33 


26GB 


19.61 


26GG 


25C33 


66N 


46.12 


26CG 


25C33 


24CA 


65.68 


26CG 


25C33 


26CA 




26CG 


25C33 


26NE1 


28.68 


26CG 


25C33 


65C 




26CG 


25C33 


6SN 


75.10 


26CB 


25C33 


66N 


55.47 


26 GB 


25C33 


24CA 


77.83 


26CB 


25C33 


26CA 


0; ; -l9:;4i- 


26GB 


25C33 


26NE1 


48.27 


26CB 


25C33 


: 6 5C 




26GB 


25C33 


65N 


92.50 


23CA 


25C33 


24CA 


50.00 


23GA 


25C33 


26NE1 


79.91 


23CA 


25C33 


65C 


89.99 


23CA 


25C33 


65N 


61,53 


66N 


25C33 


24CA 


94.59 


66N 


25C33 


26CA 


74.61 


66N 


25C33 


26NE1 


44 . 61 


66N 


2SC33 


65G 


15.82 


66N 


25C33 


65N 


45.20 


24CA 


25C33 


26CA 


70.41 


24CA 


25C33 


26NE1 


50.59 


24CA 


25C33 


65G 


89.84 


24CA 


25C33 


65N 


77 .59 


26CA 


25C33 


2 6NE1 


57.80 


26CA 


25C33 


65G 


87.10 


26NE1 


25C33 


65C 


44.55 


26NE1 


25C33 


65N 


51.65 


65C 


25C33 


65N 


29.48 


660 


25N34 


66N 


45.23 


660 


25N34 


65CA 


78.78 


660 


25N34 


65G 


62.40 


660 


25N34 


66C 


13.36 


660 


25N34 


66CA 


32.35 


66N 


25N34 


65CA 


34.26 


66N 


25N34 


65C 


17.63 


66N 


25N34 


66C 


35.00 


66N 


25N34 


66CA 


17.78 


65CA 


25N34 


65C 


20.48 


65CA 


25N34 


66C 


69.25 


65CA 


25N34 


66CA 


51.09 


65C 


25N34 


66C 


51.11 


65C 


25N34 


66CA 


31.81 


66C 


25N34 


66CA 


19.75 
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TABLE XK 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms 6f^ ^ 1-n- (n- 

imidazole acetyl- leucinyl) - amino - 3 -N- ( 4 -phenoxy-pheny 1 - 
sulfonyl) -amino-propan-2-pne. 



Atom 1 Atom; 2 Atom 3 Angle Atom 1 Atom 2 Atom 3 Angle 



200 


25C1 


20C 


8 . 55 


20O 


25C1 


21CA 


3 5 5 : A : 


200 


25C1 


2 ON 


33.52 


20O 


25C1 


2 IN 




200 


25C1 


21NE2 


53.30 


200 


25C1 


19CB 


70 45 


20O 


25C1 


19CD 


89.13 


200 


25C1 


20CA 


16 45 

A v i il J 


200 


25C1 


19CG 


72.65 


20C 


25C1 


21CA 




20C 


25C1 


2 ON 


30.42 


20C 


25C1 


2 IN 


14 60 


200 


2 SCI 


21NE2 


58.84 


20C 


25C1 


19GB 


64 SB 

un « JO. 


20C 


25C1 


19CD 


81.24 


20C 


25C1 


2 OCA 


14 64 


20C 


2 SCI 


19CG 


65 .09 


184NE1 


25C1 


184CD1 


18 88 


184NE1 


25C1 


2 ON 


99.03 


184NE1 


25C1 


19CB 


64 .29 


184NE1 


25C1 


19CD 


56.93 


184NE1 


25C1 


184CE2 


13.44 


184NE1 


25C1 


19CG 


68.65 


184CD1 


25C1 


20N 


85.82 


184CD1 


25C1 


19CB 


57.54 


184CD1 


25C1 


19CD 


61.12 


184CD1 


25C1 


184CE2 


26.51 


184CD1 


2 SCI 


19CG 


67.61 


21CA 


25C1 


2 ON 


60 . 42 


21CA 


2 SCI 


2 IN 


18 12 


21CA 


25C1 


21NE2 


47.16 


21CA 


25C1 


19GB 


84.18 


21CA 


25C1 


19CD 


86.47 


21CA 


25C1 


20CA 


46.79 


21CA 


25C1 


19CG 


75.79 


20N 


25C1 


2 IN 


42.62 


2 ON 


25C1 


21NE2 


86.39 


20N 


2 SCI 


19CB 


39.01 


2 OK 


25C1 


19CD 


64 .17 


20N 


2 SCI 


20CA 


17.07 


2 ON 


2 SCI 


19CG 


47.30 


2lN 


25C1 


21NE2 


54.26 


2 IN 


25C1 


19GB 


71.03 


2 IN 


25C1 


19CD 


81.02 


2 IN 


2SC1 


20CA 


28.72 


21N 


25G1 


19CG 


66.90 


21NE2 


2 SCI 


20CA 


69.50 


19GB 


25C1 


19GD 


29.32 


19 GB 


2 SCI 


2 OCA 


54.83 


19CB 


25C1 


184CE2 


77.66 


19CB 


25C1 


19CG 


17.68 


19CD 


25C1 


20CA 


76.69 


19CD 


25C1 


184CE2 


69.09 


19CD 


25G1 


19CG 


17.08 


20CA 


2 SCI 


19CG 


59.66 


184CE2 


25C1 


19CG 


81.78 


200 


25C2 


21NE2 


59.99 


200 


25C2 


20C 


2.48 


200 


25C2 


184NE1 


99.98 


20O 


25C2 


184CD1 


92.85 
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TABLE XDC 



21NE2 


25C2 


2410H2 


86.01 


21NE2 


25C2 


20C 


59.23 


20C 


25C2 


184C01 


93.86 


184NE1 


25C2 


184CD1 


16.12 


2410H2 


25C3 


21NE2 


97.71 


200 


25C3 


21NE2 


54.27 


200 


25C3 


184CD1 


87.74 


200 


25C3 


20G 


3.17 


21NE2 


25C3 


20C 




184CD1 


25G3 


20C 


88.87 


2410H2 


2SC4 


1840 


97 .32 


200 


25C4 


180D1 


66.74 


200 


25C4 


184CD1 


99.13 


200 


25C4 


18CG 


78.46 


200 


25G4 


18ND2 


91.26 


200 


25C4 


20C 


7.41 


200 


25C4 


184NE1 


94.68 


200 


25G4 


2 ON 


34.24 


180D1 


25C4 


" 184GI>i: 


86.06 


180D1 


25C4 


184CG 


91.60 


18001 


25C4 


1840 


. 62.83 


18001 


25C4 


184 GB 


82.77 


18001 


25C4 


\184CAZ: 


64.10 


18001 


25G4 


18GG 


12.46 


18001 


25C4 


i8in>2 


a8;!21 


180D1 


25C4 


20C 


59.47 


180D1 


25C4 


184ME1 


91.19 


18001 


25C4 


20N 


35.84 


180D1 


25C4 


184C 


57.15 


184CD1 


25G4 


184CG 


17.48 


184CD1 


25C4 


1840 


65.93 


184CD1 


25C4 


184CB 


33.13 


184CD1 


25C4 


184CA 


37.60 


184CD1 


25C4 


18GG 


88.07 


184 GDI 


25C4 


18ND2 


95.74 


184GD1 


25C4 


20C 


99.37 


184CD1 


25C4 


184NE1 


15.35 


184CD1 


25C4 


2 ON 


82.14 


184CD1 


25C4 


184C 


55.11 


184CG 


25G4 


1840 


54.64 


184CG 


25C4 


184CB 


18.72 


184CG 


25G4 


184CA 


31.21 


184CG 


25C4 


18CG 


89.91 


184CG 


25G4 


18ND2 


92.98 


184CG 


25C4 


184NE1 


27.12 


184CG 


25C4 


2 ON 


96.33 


184CG 


25C4 


184C 


46.92 


1840 


25C4 


184GB 


36.11 


1840 


25C4 


184GA 


29.52 


1840 


25C4 


18CG 


52.77 


1840 


25C4 


18ND2 


45.59 


1840 


25G4 


184NE1 


80.28 


1840 


25C4 


■■' 20N 


93 .80 


1840 


25C4 


184C 


13.81 


184GB 


25C4 


184CA 


' 18. "71 


184CB 


25C4 


18CG 


77.83 


184GB 


25C4 


18ND2 


77.39 


184CB 


25C4 


184NE1 


45.48 


184CB 


2SC4 


2 ON 


98.33 


184CB 


25G4 


184C 


30.19 


184CA 


25C4 


18CG 


59.86 


184CA 


25C4 


18N02 


61.77 


184CA 


25C4 


184NE1 


52.74 


184CA 


25C4 


2 ON 


81.89 


184CA 


25C4 


184c 


17.52 


18CG 


25C4 


18ND2 


16.14 


18CG 


25C4 


20C 


71.10 


18CG 


25C4 


2 ON 


48.30 


18CG 


25C4 


184C 


49.48 


18ND2 


25C4 


20C 


83 . 86 


18ND2 


25C4 


2 ON 


63,67 


18ND2 


25C4 


184C 


47.21 


20C 


25C4 


184NE1 


96.84 


20C 


25C4 


20N 


28 . 14 


184NE1 


25C4 


2 ON 


86.08 


184NE1 


25C4 


184C 


70.17 
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20N 


25G4 


1840 


200 


2505 


20N 


200 


25C5 


18GG 


200 


25C5 


20CA 


200 


25C5 


19C 


.1.8001 


2505 


20N 


18001 


25C5 


20C 


i8opi 


25C5 


184CB 


180D1 


25C5 


1830 


1 8001 


25G5 


2 OCA 


18001 


2505 


1840 


18001 


25C5 


190 


184CD1 


25C5 . 


18400 


184CD1 


25C5 


184CA 


184CD1 


25C5 


19CB 


184CD1 


25C5 


1840 


184CD1 


25C5 


184C 


184CD1 


2505 


19CA 


2 ON 


25C5 


2 do 


2 ON 


25C5 


19CB 


20N 


25C5 


2 OCA 


2 ON 


25C5 


18ND2 


2 ON 


25C5 


19CA 


184CG 


25C5 


184CA 


184CG 


25C5 


19CB 


184CG 


25C5 


1840 


18 icq 


25C5 


184C 


184GG 


25C5 


184GD2 


184NE1 


25G5 


184CB 


184NE1 


25C5 


1830 


184NE1 


2SC5 


19N 


184NE1 


25C5 


190 


184NE1 


25C5 


184CD2 


184GA 


25C5 


184 GB 


184CA 


25C5 


1830 


184CA 


25C5 


19N 


184CA 


25C5 


18ND2 


184CA 


25C5 


19CA 



TABLE XK 








83.78 


206 


2505 


180D1 


80.82 


45.03 


200 


2 505 


20C 


11.42 


91.75 


200 


25CS 


19CB 


74.81 


30.47 


200 


2505 


19N 


82.23 


51.72 


206 


2505 


19CA 


69.30 


46.49 


180D1 


2505 


184CA 


77.31 


70.82 


180D1 


2505 


18CG 


11 . 80 


96.95 


180D1 


25C5 


19CB 


72. 36 


66.28 


180D1 


2SC5 


1840 


67 .87 


51. 82 


180D1 


25C5 


19N 


42.94 


64.99 


180D1 


25C5 


18ND2 


27.18 


53.47 


18001 


2SC5 


19CA 


55.00 


18 . 87 


184GD1 


25C5 


184NE1 


17.79 


44.65 


184CD1 


25C5 


184CB 


36.67 


67.07 


184CD1 


25C5 


1830 


47.98 


72.91 


184CD1 


25C5 


19N 


80.31 


63.25 


184CD1 


25C5 


190 


98.13 


81.55 


184CD1 


25C5 


184CD2 


22 .19 


33.70 


2 ON 


25G5 


18CG 


58.10 


44.66 


20N 


2 505 


1830 


72.78 


18.20 


20N 


25C5 


19N 


38.00 


73.36 


2 ON 


25C5 


190 


13 .46 


30 . 03 


184CG 


2 505 


184NE1 


31 . 64 


35.78 


184CG 


25C5 


184CB 


20.39 


83.44 


184CG 


25C5 


1830 


54.59 


58.05 


184CG 


2505 


19N 


89 . 86 


51.94 


184CG 


2 505 


19CA 


95.52 


13.48 


184NE1 


2 505 


184CA 


62.33 


51.80 


184NE1 


25C5 


19CB 


68.57 


61.84 


184NE1 


25C5 


1846 


89.24 


89.54 


184NE1 


2 505 


184C 


80.74 


99.19 


184NE1 


2 505 


19CA 


85.71 


26.19 


184CA 


2 505 


18CG 


69.03 


20.92 


184CA 


2 505 


19CB 


77.96 


36.00 


184CA 


2 505 


1840 


31.59 


66.93 


184CA 


25C5 


184C 


18.86 


67.71 


184CA 


25C5 


19C 


97.51 


80.33 


184CA 


25C5 


184CD2 


49.00 



t&4 



W0 97A6177 



PCIYUS967I7512 



TABLE XK 



20C 


25C5 


18CG 


82.15 


20C 


25C5 


19CB 


67.05 


20C 


25C5 


2 OCA 


19.43 


20C 


25C5 


19N 


71.23 


20C 


25C5 


18ND2 


92.73 


20C 


25C5 


19C 


41 .28 


20C 


25C5 


19CA 


59.31 


18CG 


25C5 


184CB 


87 .50 


18CG 


25C5 


19CB 


79.43 


18CG 


25C5 


1830 


64.87 


18CG 


25C5 


1840 


56.38 


18CG 


2SC5 


2 OCA 


63.40 


18CG 


25C5 


• ;"l9ji : .;; v V 


48.70 


18CG 


25C5 


184C 


54.85 


18CG 


25C5 


18MD2 


16.71 


18CG 


25C5 


19C 


64.20 


18CG 


25C5 


19CA 


63.20 


184CB 


2SC5 


19CB 


90 . 65 


184CB 


25C5 


1830 


52.34 


184CB 


25C5 


1840 


37.66 


184GB 


25C5 


19N 


86.29 


184CB 


25C5 


184C 


32.87 


184 GB 


25C5 


18ND2 


82.52 


184CB 


25C5 


19CA 


97 . 44 


184CB 


2SC5 


2410H2 


93.49 


184CB 


25C5 


184CD2 


31.41 


19CB 


25C5 


1830 


42.37 


19CB 


25C5 


2 OCA 


60.88 


19GB 


25C5 


19N 


30.92 


19CB 


25C5 


184C 


88.12 


19CB 


25C5 


18ND2 


95.45 


19CB 


25C5 


19C 


31.26 


19CB 


25C5 


19CA 


18.10 


19CB 


25C5 


184CD2 


89 . 12 


1830 


25C5 


1840 


61.91 


1830 


25C5 


2 OCA 


90.84 


1830 


25C5 


19N 


35.42 


1830 


25C5 


184C 


46.49 


1830 


25C5 


18ND2 


74.22 


1830 


25C5 


19C 


63 .18 


1830 


25C5 


19CA 


45 . 18 


1830 


25C5 


184CD2 


66.30 


1840 


25C5 


19N 


81.26 


1840 


25C5 


184C 


15.43 


1840 


25C5 


18MD2 


46.67 


1840 


25C5 


19CA 


98.50 


1840 


25C5 


2410H2 


80.65 


1840 


25C5 


184CD2 


68.07 


2 OCA 


25C5 


19N 


55.69 


2 OCA 


25C5 


18ND2 


75 . 55 


2 OCA 


25G5 


19C 


30.17 


20CA 


25C5 


19CA 


47.94 


19N 


25C5 


184C 


68.55 


19N 


25C5 


18ND2 


64 . 53 


19N 


25C5 


19G 


31.12 


19N 


25C5 


19CA 


17.72 


184G 


25C5 


18ND2 


50.25 


184C 


25C5 


19C 


99.32 


184C 


25C5 


19CA 


85.02 


184C 


25C5 


2410H2 


95.85 


184C 


2SC5 


184CD2 


64.13 


18ND2 


25C5 


19C 


80.57 


18ND2 


25G5 


19CA 


79.75 


18ND2 


25C5 


2410H2 


86.00 


19C 


25C5 


19CA 


18 . 28 


2410H2 


25C5 


184CD2 


93.94 


200 


25C6 


20C 


12.91 


200 


25C6 


2 ON 


48.34 


200 


25C6 


19GB 


91.47 


200 


25C6 


180D1 


72.52 


200 


25C6 


19CG 


86.64 


200 


25C6 


2 OCA 


29.66 


200 


25C6 


19C 


58.59 


200 


25C6 


19CA 


78.30 


200 


25C6 


19N 


85.64 


200 


25C6 


2 IN 


15.81 



WO 97/16177 
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TABLE XIX 



200 


2SC6 


19NE2 


96.10 


184CD1 


25C6 


184NE1 


21,76 


184031 


25C6 


19CB 


75.50 


184CD1 


25C6 


18001 


95.54 


184CD1 


25C6 


19CG 


83.68 


184CD1 


25C6 


184CG 


14,32 


184CD1 


25C6 


19CD 


72.31 


184CD1 


25C6 


19CA 


87.17 


184CD1 


25C6 


190E1 


56.50 


184CD1 


25C6 


19N 


79.17 


184CD1 


25C6 


184CE2 


25.40 


184CD1 


25C6 


1830 


45.26 


184CD1 


25C6 


184CA 


35.59 


184CD1 


25C6 


184GB 


27.68 


184CD1 


2SC6 


19NE2 


80.74 


184NE1 


25C6 


19CB 


80.25 


184NE1 


25C6 


19CG 


80.79 


184NE1 


25C6 


184CG 


30.82 


184NE1 


25C6 


19CD 


64.39 


184NE1 


25C6 


19CA 


96.31 


184NE1 


25C6 


190E1 


49.89 


184NE1 


25C6 


19N 


93.83 


184NE1 


25C6 


184CE2 


11.71 


184NE1 


25C6 


1830 


62.24 


184NE1 


25C6 


184CA 


57.31 


184NE1 


25C6 


184 GB 


47.06 


184NE1 


25C6 


19NE2 


68.19 


20C 


25C6 


2 ON 


37.04 


20C 


25C6 


19CB 


78 . 57 


20C 


25C6 


180D1 


67.96 


20C 


25C6 


19CG 


74 .74 


20C 


25C6 


2 OCA 


19,73 


20C 


25C6 


19C 


45.89 


20C 


25C6 


19CD 


90.64 


20C 


25C6 


19CA 


65 .64 


20C 


25C6 


19N 


74.27 


20C 


25C6 


21N 


11,50 


20C 


25C6 


19NE2 


87.59 


2 ON 


25C6 


19CB 


50.10 


20N 


25C6 


180D1 


42.87 


2 ON 


25C6 


19CG 


57.53 


2 ON 


25C6 


2 OCA 


19.02 


2 ON 


25C6 


19C 


16.56 


2 ON 


25C6 


19CD 


76.93 


2 ON 


25C6 


19CA 


32 . 67 


2 ON 


25C6 


190E1 


86.01 


2 ON 


25C6 


19N 


37.35 


2 ON 


25C6 


1830 


71.42 


2 ON 


25C6 


2 IN 


45.38 


2 ON 


25C6 


184CA 


93.41 


2 ON 


2SC6 


19NE2 


82.82 


19CB 


25C6 


180D1 


71.17 


19CB 


25C6 


19CG 


20.52 


19CB 


25C6 


184CG 


87 .09 


19CB 


25C6 


2 OCA 


67.16 


19CB 


25C6 


19C 


34.76 


19CB 


2SC6 


19CD 


33.99 


19CB 


25C6 


19CA 


18.63 


19CB 


25C6 


190E1 


37.17 


19CB 


25C6 


19N 


30.79 


19GB 


25C6 


184CE2 


91 . 78 


19CB 


25C6 


1830 


42.56 


19CB 


2SC6 


2 IN 


80.11 


19CB 


25C6 


184CA 


74.81 


19CB 


25C6 


184CB 


88.09 


19CB 


25C6 


19NE2 


46 .70 


180D1 


25C6 


19CG 


88.69 


180D1 


25C6 


184GG 


91.56 


18001 


25C6 


2 OCA 


49.91 


180D1 


25C6 


19C 


53.85 


180D1 


25C6 


19CA 


54.76 


18001 


25C6 


19N 


40.79 


18001 


25C6 


1830 


58 . 55 


180D1 


25C6 


2 IN 


79.33 


180D1 


25C6 


184CA 


61.28 


18001 


25C6 


184CB 


76.32 



lit 
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TABLE XDC 



19CG 


25C6 


184CG 


97.34 


19CG 


25C6 


20CA 


70.01 


19CG 


25C6 


19C 


41 . 04 


19CG 


25C6 


19CD 


19.41 


19CG 


25C6 


19CA 


33.94 


19CG 


25C6 


190E1 


31.04 


19CG 


25C6 


19N 


50.11 


19CG 


25C6 


184CE2 


92.31 


19CG 


25C6 


1830 


60.89 


19CG 


25C6 


2 IN 


72.24 


19CG 


25C6 


184CA 


92.44 


19CG 


25C6 


19NE2 


28.22 


184CG 


25C6 


19CD 


86.63 


184CG 


25C6 


19CA 


96.09 


184CG 


25C6 


190E1 


70 . 82 


184CG 


25C6 


19N 


84,76 


184CG 


25C6 


184CE2 


28.58 


184CG 


25C6 


1830 


51.08 


18406 


25C6 


184CA 


30.50 


184CG 


25C6 


184CB 


16.46 


184CG 


25C6 


19NE2 


94.82 


2 OCA 


25C6 


19C 


32.41 


20CA 


25C6 


19CD 


88.73 


2 OCA 


25C6 


19CA 


50.99 


20CA 


25C6 


19N 


56.06 


20CA 


25C6 


1830 


89. 93 


20CA 


25C6 


2 IN 


30,16 


20CA 


25C6 


19NE2 


90.65 


19C 


25C6 


19CD 


60.43 


19C 


25C6 


19CA 


19.75 


19C 


25G6 


190E1 


69.63 


19C 


25C6 


19N 


32.09 


19C 


25C6 


1830 


64.40 


19C 


25C6 


2 IN 


50.78 


19C 


25C6 


184CA 


92.13 


19C 


25C6 


19NE2 


67.14 


19CD 


25C6 


19CA 


51.19 


19CD 


25C6 


190E1 


15.82 


19CD 


25C6 


19N 


64.65 


19CD 


25C6 


184CE2 


75.35 


19CD 


25C6 


1830 


64.06 


19CD 


25C6 


2 IN 


85.72 


19CD 


25C6 


184CA 


91.40 


19CD 


25C6 


184CB 


96.57 


19CD 


25C6 


19NE2 


14.56 


19CA 


25C6 


190E1 


55.80 


19CA 


25C6 


19N 


18.35 


19CA 


25C6 


1830 


45.71 


19CA 


2SC6 


21N 


70.13 


19CA 


25C6 


184CA 


75.80 


19CA 


2SC6 


184CB 


92.14 


19CA 


25C6 


19NE2 


62.13 


190E1 


25C6 


19N 


64.68 


190E1 


25C6 


184CE2 


61.31 


190E1 


25G6 


1830 


54.29 


190E1 


25C6 


184CA 


77. 83 


190E1 


25C6 


184CB 


81.20 


190E1 


25C6 


19NE2 


26.71 


19N 


25C6 


1830 


34.10 


19N 


25C6 


2 IN 


81.52 


19N 


25C6 


184CA 


60.05 


19N 


25C6 


184CB 


77.37 


19N 


25C6 


19NE2 


77.44 


184CE2 


25C6 


1830 


69.91 


184CE2 


25C6 


184CA 


58,41 


184CE2 


25C6 


184CB 


44.79 


184CE2 


25C6 


19NE2 


77.70 


1830 


25G6 


184CA 


32 .25 


1830 


25C6 


184CB 


46.82 


1830 


25G6 


19NE2 


78.49 


21N 


2SC6 


19NE2 


80.31 


184CA 


25C6 


184CB 


17.72 


200 


2507 


21CA 


42.87 


200 


2507 


20C 


13.38 


200 


2507 


21C 


58.81 


200 


2507 


19CD 


93.04 



in 
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TABLE XDC 



20O 


2507 


210 


73 .65 


200 


2507 


220 


77.10 


200 


2507 


2 IN 


27.93 


200 


2 507 


19CG 


74.84 


200 


2507 


190E1 


98.59 


200 


2507 


184CD1 


93.22 


200 


2507 


19 GB 


66.24 


21CA 


2507 


20C 


34.50 


21CA 


2507 


19NE2 


96.98 


21CA 


2507 


21C 


20.45 


21CA 


2507 


19CD 


99.50 


21CA 


2507 


210 


32; 06 


21GA 


2507 


220 


59.78 


21CA 


2507 


21N 


18>66 


21CA 


2507 


19CG 


84.02 


21CA 


2507 


19GB 


87 .69 


20G 


2507 


19NE2 


92.76 


20C 


2507 


21C 


47.32 


20C 


2507 


19CD 


85.47 


20C 


2507 


210 


62.79 


2GC 


2507 


220 


64 . 15 


20C 


2507 


21N 


16.77 


20C 


2507 


19CG 


67.03 


20C 


2507 


: 190E1 


93.62 


20C 


2507 


184CD1 


98.91 


20C 


2507 


19GB 


62.11 


19NE2 


2507 


21C 


79.95 


19NE2 


2507 


19GD 


17.34 


19NE2 


2507 


184NE1 


69.42 


19NE2 


2507 


210 


80.15 


19NE2 


2507 


220 


37.30 


19NE2 


2507 


21N 


90.94 


19NE2 


2507 


19GG 


30.25 


19NE2 


2507 


190E1 


27.55 


19NE2 


2507 


184CD1 


74.17 


19NE2 


2507 


19 GB 


45.70 


21C 


2507 


19 Gb 


86.46 


21C 


2507 


210 


15,78 


21C 


2507 


220 


43.07 


21G 


2507 


21N 


30.95 


21C 


2507 


19CG 


74.61 


21C 


2507 


19GB 


83.86 


19CD 


2507 


184NE1 


58.81 


19CD 


2507 


210 


90 ,75 


19CD 


2507 


220 


44.18 


19CD 


2507 


2 IN 


88.47 


19CD 


2507 


19CG 


18.45 


19CD 


2507 


190E1 


14.37 


19CD 


2507 


184CD1 


60.00 


19CD 


2507 


19CB 


29.83 


184NE1 


2507 


19CG 


69.06 


184NE1 


2507 


190E1 


44.47 


184NE1 


2507 


184CD1 


15. 81 


184NE1 


2507 


19CB 


60.87 


210 


2507 


220 


46 . 84 


210 


2507 


21N 


46.16 


210 


2507 


19CG 


82.83 


210 


2507 


19CB 


95.13 


220 


2507 


2 IN 


56.64 


220 


2507 


19CG 


37.32 


220 


2567 


190E1 


58.55 


220 


2507 


19CB 


52.98 


2 IN 


2507 


19CG 


70.99 


2 IN 


2507 


190E1 


99.59 


2 IN 


2507 


19CB 


71.16 


19CG 


2507 


190E1 


28.77 


19CG 


2507 


184CD1 


65.14 


19CG 


2507 


19CB 


17 .77 


190E1 


2507 


184CD1 


46.81 


190E1 


2507 


19CB 


32.36 


184CD1 


2507 


19CB 


52.79 


19NE2 


25G8 


184NE1 


74.20 


19NE2 


25C8 


19CD 


17.18 


19NE2 


25C8 


200 


86.21 


19NE2 


25C8 


190E1 


28.35 


19NE2 


25C8 


220 


35.57 



Mo 
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TABLE XK 








19NE2 


25C8 


2 10 


77.21 


\ '19NE2.:. 


25C8 


184CE2 


85.22 


184NE1 


25C8 


19C0 


60.55 


184NE1 


25C8 


200 


90.70 


184NE1 


25C8 


190E1 


46.23 


184NE1 


25C8 


184CE2 


14.61 


19CD 


25C8 


200 


76.90 


19CD 


25C8 


190E1 


15.08 


19CD 


25C8 


220 


42.30 


19CD 


25C8 


210 


84.98 


19CD 


25C8 


184CE2 


73.32 


200 


25C8 


190E1 


83.60 


200 


25C8 


220 


62.93 


20O 


25C8 


210 


59.11 


190E1 


25C8 


220 


57. 39 


; 190E1 


25G8 


184CE2 


58.44 


220 


25C8 


210 


42.86 


184NE1 


25C9 


19CD 


81.47 


184NE1 


25C9 


190E1 


63 .24 


184NE1 


25C9 


184CE2 


17.78 


184NE1 


25C9 


184CD1 


15.24 


184ME1 


25C9 


184CZ2 


36.54 


184NE1 


25C9 


19CG 


84.02 


184NE1 


25G9 


162NE2 


48.91 


184NE1 


25C9 


162CD2 


64.08 


184NE1 


25C9 


19CB 


68.93 


19NE2 


25C9 


19CD 


22.29 


19NE2 


25C9 


190E1 


38.48 


19NE2 


25G9 


184CD1 


96.98 


19NE2 


25C9 


19CG 


31.33 


19NE2 


25C9 


162NE2 


73.61 


19NE2 


25C9 


220 


33.83 


19NE2 


25C9 


162CD2 


72.04 


19NE2 


25G9 


19CB 


48.00 


19CD 


25C9 


190E1 


20.30 


19CD 


25C9 


184CE2 


96.87 


19CD 


25G9 


184CD1 


75 .05 


19CD 


25C9 


19CG 


16.69 


19CD 


25C9 


162NE2 


65.70 


19CD 


25C9 


220 


43.91 


19CD 


25C9 


162CD2 


70.64 


19GD 


25C9 


19CB 


28.29 


190E1 


25G9 


184CE2 


77.36 


190E1 


25C9 


184CD1 


59.86 


190E1 


25C9 


184CZ2 


88.34 


190E1 


25C9 


19GG 


32.36 


190E1 


25C9 


162NE2 


47.50 


190E1 


25G9 


220 


64.20 


190E1 


25C9 


162CD2 


55.96 


190E1 


25C9 


19GB 


33.06 


184CE2 


25C9 


184CD1 


31.58 


184GE2 


25C9 


184CZ2 


19.41 


184CE2 


25C9 


162NE2 


49.67 


184CE2 


25C9 


162C02 


61.51 


184CE2 


25C9 


19CB 


86.67 


184CD1 


25C9 


184CZ2 


50.94 


184C01 


25C9 


19CG 


73.85 


184CD1 


25C9 


162NE2 


59.35 


184CD1 


25C9 


162CD2 


75.48 


184C01 


25C9 


19CB 


57.22 


184CZ2 


25C9 


162NE2 


48.81 


184CZ2 


25G9 


162CD2 


5S.09 


19CG 


25C9 


162NE2 


79.83 


19GG 


25C9 


220 


36.66 


19CG 


25C9 


162CD2 


86.65 


19CG 


25C9 


19CB 


17.77 


162NE2 


25C9 


162CD2 


16.38 


162NE2 


25C9 


19CB 


77.35 


220 


25C9 


19CB 


51.74 


162CD2 


25C9 


19CB 


88.41 


184NE1 


25C10 


184CZ2 


41.93 


184NE1 


25C10 


19NE2 


89.55 


184NE1 


25C10 


184CE2 


20.67 


184NE1 


25C10 


162CD2 


76.32 


184NE1 


25C10 


190E1 


57.76 


184NE1 


25C10 


162NE2 


56.54 



Mi 
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TABLE XK 



184NE1 


25C10 


19CD 


70. 87 


184NE1 


25C10 




Q A'i 


184NE1 


25C10 


162CG 


77 .88 


1 84NE1 


25C10 


xo4tv_nz 


>1 Q *5*7 


184NE1 


25C10 162QE1 


51.66 


184CZ2 


2 SGl 0 

JV1U 




01 A A 

41 .4 41 


184CZ2 


25C10 


162CD2 


68.85 


184CZ2 






92 . 45 


184CZ2 


25C10 


162NE2 


58.15 


184CZ2 


2 sri in 




50.03 


184CZ2 


25C10 


I62CG 


61.13 


184CZ2 


2 sir i n 




7.67 


184CZ2 


25C10 


162CE1 


46.19 


19NE2 


■: ' «fa J V~ X V 




81.68 


19NE2 


25C10 


190E1 


34.40 


19NE2 


25C10 


162NE2 


79 . 07 


19NE2 


25C10 


19CD 


18.69 


19NE2 


25C10 


184CD1 


83 . 31 


19NE2 


25010 


162CG 


94.78 


19NE2 


25C10 


162CE1 


90.70 


184CE2 


25C10 


162CD2 


73 . 19 


184CE2 


25C10 


190E1 


7 5 .4 6 


184CE2 


25G10 


162NE2 


56.50 


184GR2 


25C10 


19CD 


90 .32 


184CE2 


25C10 


184CD1 


28 .64 




25C10 


162GG 


70 .03 


184CE2 


25G10 


184CH2 






25C10 


162CE1 


47 .27 


162CD2 


25C10 


190E1 


63 96 




25C10 162NE2 


20 .18 


162CD2 


25C10 


19CD 


77.09 


162GD2 


25C10 


184CD1 


01 AO 

OX • Uo 


162CD2 


25C10 


162CG 


13 20 




25C10 


184CH2 


71 . 00 


162CD2 


25C10 


162CE1 


25 99 


19ofV 


25C10 


162NE2 


oz . 28 


190E1 


25C10 


iscp 


17 . 69 


190E1 


25C10 


184CD1 




190E1 


25C10 


162CG 


76.09 


19C>E1 


25C10 


184GH2 


OQ DO 

99 . oo 


190E1 


25C10 


162CE1 


61.59 


162NE2 


25C10 


19GD 


co co 

DO • 


162NE2 


25C10 


184CD1 


60.95 


162NE2 


25C10 


162CG 


Pi 
ZO . 04 


162NE2 


25C10 


184CH2 


62.65 


162NE2 


25C10 


162CE1 


XZ • J % 


19CD 


25C10 


184CD1 


64. 80 


19CD 


25C10 


162CG 


on m 


19CD 


25C10 


162CE1 


78.73 


184CD1 


25C10 


162CG 


04 . XU 


184CD1 


25C10 


184CH2 


57 .23 


184CD1 


2seio 


162CE1 


3 / . OX 


162CG 


25C10 


184CH2 


61.82 


162GG 


25C10 162CE1 




184CH2 


25C10 


162CE1 


50.38 


184GZ2 


25Cil 


184NE1 




184CZ2 


25C11 


162CD2 


58.33 


184CZ2 


25C11 


184CE2 


XO . 7 0 


184CZ2 


25C11 


19NE2 


94 98 




25C11 


162NE2 


ah n 
47 . 17 


184NE1 


25C11 


162CD2 






25C11 


184CE2 


17 . 00 


184NE1 


25C11 


19NE2 


65.09 


184NE1 


25C11 


162NE2 


43 . 40 


162CD2 


25C11 


184CE2 


59.69 


162CD2 


25C11 


19KE2 


64.20 


162GD2 


25C11 


162NE2 


16.09 


184CE2 


25C11 


19NE2 


81.10 


184CE2 


25C11 


162NE2 


45.09 


19NE2 


25C11 


162NE2 


60.40 


162CD2 


25S14 


184CZ2 


63.39 


162CD2 


25S14 


162CG 


18.68 


162CD2 


25S14 


162CB 


36.19 


162CD2 


25S14 


1610 


65.32 


162CD2 


25S14 


162NE2 


15.75 


162CD2 


25S14 


1610D1 


86.18 
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TABLE XIX 



162CD2 


25S14 


184CH2 


70.43 


184CZ2 


184CZ2 


25S14 


162C6 


78.78 


184CZ2 


184CZ2 


25S14 


184CH2 


14.76 


162CG 


162CG 


25S14 


1610 


60.62 


162CG 


162CG 


25S14 


1610D1 


69.44 


162CG 


162GB 


25S14 1610 


46.23 


162 GB 


162CB 


2SS14 


1610D1 


50.06 


162CB 


1610 


25S14 


162NE2 


81.07 


1610 


162NE2 


25S14 


ieiopi 


97.37 


162NE2 


1610D1 


25S14 


184CH2 


95 . 88 


184CZ2 


184CZ2 


25015 


162CG 


77.78 


184CZ2 


184CZ2 


25015 1370 


88 . 43 


184CZ2 


184GZ2 


25015 


184CE2 


11.44 


184CZ2 


184CZ2 


25015 162ND1 


62. 04 


184CZ2 


184CZ2 


25015 


162CE1 


49 . 68 


184CZ2 


184CZ2 


25015 


184NE1 


27.38 


184CZ2 


184CH2 


25015 


162CG 


83 . 63 


184CH2 


184CH2 


25015 


1370 


66.28 


184GH2 


184CH2 


25015 


184CE2 


33.64 


184CH2 


184CH2 


25015 162ND1 


65.67 


184CH2 


184CH2 


25015 162CE1 


59.07 


184CH2 


184CH2 


25015 


184NE1 


49.58 


184CH2 


162CG 


25015 


162CD2 


20.14 


162CG 


162CG 


25015 


162CB 


21.58 


162CG 


162CG 


25015 


137CB 


60.62 


162CG 


162CG 


25015 


162NE2 


30. 14 


162CG 


162CG 


25015 


162CE1 


28.30 


162CG 


162CG 


25015 184NE1 


73.88 


162CG 


162CD2 


25015 


162CB 


38.15 


162CD2 


162CD2 


25015 


137CB 


79.85 


162CD2 


162CD2 


25015 


162NE2 


17.97 


162CD2 


162CD2 


25015 


162CE1 


28.23 


162CD2 


162CD2 


25015 


184CZ3 


87.22 


1370 


1370 


25015 


184CE2 


99.87 


1370 


1370 


25015 


162ND1 


89.22 


1370 


1370 


25015 


162CE1 


99.08 


1370 


1370 


25015 


184CZ3 


66.38 


162CB 


162CB 


25015 


137CB 


53.88 


162CB 



t>v> 
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25S14 162CG 63 . 65 

25S14 162NE2 49.18 

25S14 162CB 20.04 

25S14 162NE2 28.04 

25S14 184CH2 65.75 

25S14 162NE2 47.97 

25S14 184CH2 76.80 

25S14 1610D1 48.28 

25S14 184CH2 58.34 

25015 184CH2 22.20 

25015 162CD2 73 .98 

25015 162CB 96.58 

25015 137CB 79.42 

25015 162NE2 56.17 

25015 137C 97.15 

25015 184CZ3 22.14 

25015 162CD2 86.91 

25015 162CB 97.10 

25015 137CB 63.34 

25015 162NE2 70.78 

25015 137C 75.65 

25015 184CZ3 0.44 

25015 1370 98.89 

25015 184CE2 75.94 

25015 162ND1 18.08 

25015 1610D1 74 .08 

25015 137C 90.40 

25015 184CZ3 84.03 

25015 184CE2 68.37 

25015 162ND1 30.08 

25015 1610D1 89.07 

25015 184NE1 61.40 

25015 162GB 88.99 

25015 137CB 38.31 

25015 1610D1 64.44 

25015 137C 13.71 

25015 184CE2 96.47 

25015 162ND1 34.56 
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TABLE XK 



162GB 


25015 


162NE2 


51.49 


162CB 


25015 


1610D1 


32 . 3D 


162CB 


25015 


162CE1 


48.77 


162CB 


25015 


137C 


77 Cil 


1162 GB 


25015 184NE1 


95.45 


162CB 


25015 184CZ3 


0i7 ci 
9 / . 53 


184CE2 


25015 


137CB 


88.43 


184PE2 


25015 162ND1 


02 . 44 


184GE2 


25015 


162NE2 


50 44 


184CE2 






47 .79 


184CE2 


25015 184NE1 


15 94 

AW • ■ ^ *m 


184PF9 




X04V.4J 


33 .57 


137CB 


25015 


162ND1 


52 03 


A J / uD 






80.03 


137GB 


25015 


1610D1 


58 01 

JO« vo . 


lJ /CD 


25015 


162GE1 


64 . 80 


137CB 


25015 


137C 


J A- . A A 


- 1 17f ,; ft 
a J ■ / V>D 


25015 


184CZ3 


63 . 70 


162ND1 


25015 


162NE2 


28 41 




25015 


1610D1 


83 . 20 


162ND1 


25015 


162CE1 


16 55 

AW • W J 


1 6^Mni 


25015 


137C 


84 .06 


162ND1 


25015 


184NE1 


64 50 


1 67Mm 


25015 


184CZ3 


66 .08 


162NE2 


25015 


162CE1 


Ifi- 5Q 
aw • J7 


aOaNJ&Z 


25015 


184NE1 


44 .67 


162NE2 


25015 


184CZ3 


71 04 


1 Al rim 


25015 


162CE1 


99 .43 


1610D1 


25015 


137C 






25015 


137C 


96.68 


162CE1 


25015 


184NE1 


48 11 


1 62P1M 


25015 


184CZ3 


eft J 4 

59 . 41 


137C 


25015 184CZ3 


75 83 


1 84NF1 


25015 


184CZ3 


49 . 51 


1610D1 


25016 


1610 


49 89 


16 mm 

AO ivvl 


25016 


161CG 


14 . 03 


1610 


25016 


161CG 


47 85 


162CD2 


25N17 162CG 


Oil on 

Z4 .82: 


162CD2 


25N17 


1610 


98.82 


162CD2 


25N17 


162GB 


43 . 71 


162GD2 


25N17 


162CA 


57 . 32 


162CT2 


25N17 


162NE2 




162C02 


25N17 


161G 


92 .83 


162CD2 


25N17 


25SG 


KQ 11 


162CD2 


25N17 


162N 


75.97 


162CD2 


25N17 


162ND1 


or cc 
4iD • 00 


162CD2 


25N17 


162CE1 


19 01 

A ^ ♦ V A 


I62rn2 


25N17 


184CZ2 


OX * 54 


162CD2 


25N17 


25CB 


41 82 


162CG 


25N17 


1610 


oo • oo 


162CG 


25N17 


162CB 


26 56 


A V A VU 


25N17 


162CA 


a o in 
42 . 37 


162CG 


25N17 


162NE2 


34 27 


162m 


25N17 


161C 


/o . 2o 


162CG 


25N17 


25SG 


73 . 91 


162CG 


25N17 


162N 


co ro 
5a. Xo 


162CG 


25N17 


162ND1 


11 86 


162m 


25N17 


1610D1 


OA 11 

oO . 11 


162CG 


25N17 


162CE1 


24 71 


162CG 

A w ALU 


25N17 


184CZ2 


a o 1 
oo . 21 


162CG 


25N17 


25GB 


63 12 


16IO 

A V AW 


25N17 


162CB 


C A OO 

o4 . 87 


1610 


25N17 


162CA 


44.51 


1610 


25N17 


161C 


15.53 


1610 


25N17 


25SG 


72.13 


1610 


25N17 


162N 


31.00 


1610 


25N17 


162ND1 


97.99 


1610 


25N17 


1610D1 


55.13 


1610 


25N17 


25GB 


90.74 


162CB 


25N17 


162CA 


24.47 


162CB 


25N17 


162NE2 


60 .78 


162CB 


25N17 


161G 


51.89 


162CB 


25N17 


25SG 


82.14 


162CB 


25N17 


162N 


34.09 


162CB 


25N17 


162ND1 


34.92 


162CB 


25N17 


1610D1 


55.89 
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162 GB 


25N17 162CE1 


50.58 


162CB 


25N17 2SCB 


79. 93 


162CA 


25N17 161G 


35 .58 


162CA 


25N17 162N 


19.04 


162GA 


25N17 1610D1 


60.49 


162CA 


2SN17 25CB 


71.10 


162NE2 


25N17 162N 


89 .98 


162NE2 


25N17 162CE1 


14.46 


162NE2 


25N17 25CB 


46.17 


161C 


25N17 162N 


18 ,12 


161C 


25N17 1610D1 


42.82 


25SG 


25N17 162N 


77.28 


25SG 


25N17 162CE1 


76 .71 


162N 


25N17 162ND1 


68.34 


162N 


^%. mmm ^mm'0% m m* 4fe mm^m^m. m 

25N17 162CE1 


82.88 


162ND1 


25N17 1610D1 


83.28 


162ND1 


25N17 184GZ2 


51.35 


1610D1 


25N17 162CE1 


99.02 


162CE1 


25N17 184CZ2 


43.80 


184CZ2 


25N17 25GB 


91.04 


1610 


25C18 162CD2 


89.98 


1610 


#* mm m m m* m _w.- 

25C18 161C 


9.73 


1610 


25C18 162GB 


55.30 


25SG 


25C18 162CD2 


63.21 


25SG 


25C18 161C 


89.73 


25SG 


25C18 162GB 


81.01 


25SG 


25C18 19NE2 


60.90 


2 5SG 


mm m 4 A m* ^ ^ 

25C18 162N 


81.28 


162CD2 


- . ^\ f m mm. m> mm m m* m — 

25G18 161C 


82.11 


162CD2 


25G18 162GB 


38.19 


162CD2 


25C18 19NE2 


74. 06 


162CD2 


25C18 162N 


65.91 


162CA 


25C18 162CG 


35. 77 


162CA 


25C18 25CB 


73.11 


162CA 


25C18 162N 


17.67 


161C 


25C18 162CB 


46.17 


161C 


25C18 162N 


16.25 


162CG 


25C18 25CB 


62 . 56 



;xk 



162CB 


25N17 


184CZ2 


81.16 


162CA 


25N17 


162NE2 


71.74 


162GA 


25N17 


25SG 


65.34 


162CA 


25N17 


162ND1 


53.71 


162CA 


25K17 162GE1 


66.39 


162NE2 


25N17 


25SG 


65>94 


162NE2 


2SN17 


162HD1 


29.38 


162NE2 


25N17 


184CZ2 


48.97 


161C 


25M17 


25SG 


80,41 


16 ie 


25N17 162ND1 


86.43 


161C 


25N17 


25CB 


95.81 


25S6 


25Ni7 


162MD1 


81.39 


25S6 


25N17 


25GB 


21.56 


1 62N 


25N17 


161001 


45.06 


162N 


25N17 


25 GB 


87.52 


162ND1 


25N17 


162GE1 


16.35 


162ND1 


2SN17 


25CB 


67.28 


161001 


25N17 


184CZ2 


99.72 


162CE1 


25N17 


25CB 


58.69 


1610 


25C18 


25SG 


88.17 


1610 


25C18 162CA 


40.67 


1610: 


25C18 


162CG 


74.76 


1610 


25C18 


i62N 


24.42 


25SG 


25C18 


162CA 


69.19 


25SG 


25C18 


162CG 


72 .88 


25SG 


25C18 


25CB 


22.17 


25SG 


25C18 


162NE2 


64.84 


162C02 


25C18 


162GA 


49.41 


162GD2 


25C18 


162CG 


17.90 


162CD2 


25018 


25GB 


48.19 


162CD2 


25C18 


162NE2 


11.85 


162CA 


25C18 


161C 


33.66 


162CA 


25C18 


162 GB 


21.19 


162GA 


25C18 


162NE2 


61,26 


161C 


25C18 


162CG 


66.10 


161C 


25C18 162NE2 


93.83 


162CG 


25C18 


162CB 


20.62 


162CG 


25C18 


19NE2 


91.91 
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162CG 
162CB 
162CB 
25CB 
19NE2 
25SG 
25SG 
25SG 
25 SG 
25SG 
25SG 
25SG 
25SG 
25CB 
25 GB 
25CB 
25CB 
25CB 
25CB 
25CB 
162CD2 
162CD2 
162CD2 
162CD2 
162CD2 
1610 
1610 
1610 
19NE2 
19NE2 
19NE2 
19NE2 
25N 
25N 
25N 
25N 
25CA 
25CA 



25C18 

25C18 

25C18 

25C18 

25C18 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25G19 

25C19 

25C19 

25C19 

25C19 

25C19 



162NE2 

25CB 
162N 
162NE2 
162NE2 

25 GB 
1610 

25N 

23CA 

230 
162CG 

19CD 
161C 
162CD2 

25N 

23CA 

230 
162CG 

19CD 
162CB 

19NE2 

25CA 
162CG 

19CD 
161C 
162CA 
162NB2 
162CB 

25CA 

230 
162CG 

19CE> 

25CA 

230 
162NE2 

190E1 
162CA 

23C 



TABLE XIX 
28.46 162CG 



77.17 
31.21 
46.22 
63.90 
31.14 
97.36 
42.09 
99.22 
76.04 
75.66 
78.54 
92.06 
57.89 
33.86 
90 .78 
81.85 
67.35 
49.61 



73 .23 
13.99 
72 . 50 
71.45 
36 .90 
92 .09 
46.27 
58 .20 
68.25 
98 . 10 
13.21 
19.24 
48.33 
80.81 
51.79 
93.16 
63.45 



162CB 
2SCB 
25CB 

162NE2 
25SG 
25SG 
25SG 
25SG 
25SG 
25SG 
25SG 
25SG 
25GB 
25 GB 
25CB 
25CB 
25CB 
25CB 



81.00 162CD2 
84.27 162CD2 



162CD2 
162C02 
162CD2 
162CD2 
1610 
1610 
19NE2 
19NE2 
19NE2 
19NE2 
19NE2 
25N 
25N 
25N 
25CA 
25CA 
25CA 



25C18 

25C18 

25C18 

25C18 

25C18 

25C19 

25C19 

25619 

25C19 

25C19 

25C19 

2SC19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25G19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 

25C19 



162N 
162NE2 

19NE2 
162N 
162N 
162CD2 

19NE2 

25CA 
162CA 
:|23Gs/; '• 
162NE2 

190E1 
162CB 

19NE2 

25CA 
162CA 

23C 
162NE2 

190E1 
1610 

25N 
162CA 
162NE2 

190E1 
162CB 
162CG 
161C 

25N 

23CA 

23 C 
162ME2 

190E1 

23CA 

23C 

19CD 

23CA 

230 
162CG 



50.34 
49.07 
46.45 
89.13 
77.68 
72 .89 
87.55 
29.35 
71.95 
80.42 
71.54 
73.25 
81.06 
60.82 
15.34 
81 .46 
77.61 
50.15 
42.26 
78.28 
90.80 
45.80 
13 . 84 
57.48 
32.02 
64.31 
7.56 
50.87 
48.05 
52.78 
70.55 
27.94 
59.89 
44.21 
47.37 
78.48 
66.60 
82.49 
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TABLE XK 



25GA 


25C19 


162NE2 


65.00 


25CA 


25C19 


19CD 


49.86 


25CA 


25C19 


190E1 


47.62 


25CA 


25C19 162CB 


95.23 


23CA 


25C19 


230 


31.44 


23CA 


2SC19 


23C 


19.68 


23CA 


25C19 


19CD 


59.89 


23CA 


25C19 


190E1 


75.03 


162CA 


25C19 


162CG 


32.75 


162CA 


25Ci9 


162NE2 


59.16 


162CA 


25C19 


161C 


29.34 


162CA 


25C19 


162GB 


18.30 


230 


25C19 


23C 


15.83 




25C19 


19CD 


75.71 


230 


25C19 


190E1 


88.43 


•:;^3G ;; < : - 


25C19 


19CD 


61.25 


23C 


25C19 


190E1 


74.96 


162CG 


25C19 162NE2 


27.82 


162CG 


25C19 


19CD 


86.48 


162CG 


25C19 


190E1 


71.46 


162CG 


25C19 


161C 


57.47 


162CG I 


25C19 


162CB 


18.04 


162NE2 


25C19 


19CD 


58.67 


162NE2 


25C19 


190E1 


43.65 


162NE2 


25C19 


161C 


85 . 29 


162NE2 


25C19 


162CB 


45.84 


19CD 


25C19 


190E1 


15.17 


■ ! 190E1 


25C19 162CB 


89.49 


161C 


25C19 162CB 


39.48 


19NE2 


25020 


25SG 


93.68 


19NE2 


25O20 


23CA 


67. 16 


19NE2 


25020 


25GB 


65.25 


19NE2 


25020 


23C 


68.09 


19NE2 


25020 


19CD 


11.46 


19NE2 


25O20 


230 


84.29 


19NE2 


25020 


25N 


55 . 54 


19NB2 


25O20 


190E1 


27.77 


19NE2 


25O20 


24N 


52.93 


19NE2 


25020 


162CD2 


84.48 


19NE2 


25O20 


23N 


61.60 


19NE2 


2502 0 


25CA 


59.16 


19NE2 


25020 


220 


33.73 


2SS6 


25020 


25CB 


29.49 


25SG 


25O20 


23C 


86.92 


25SG 


25O20 


19GD 


84.98 


25SG 


25O20 


230 


77.98 


25SG 


25O20 


25N 


47.84 


25SG 


25O20 


190E1 


75.69 
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25C5 


2420H2 


4 . 835 


25C5 


184CD2 


4. 


858 


25C5 


21NE2 


4. 


951 


25C6 


2420H2 


3 . 703 


2SC6 


184CG 


4. 


325 


25C6 


184CD1 


4. 


403 
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25C6 

25C7 
•25G? ' 
25C7 
2508 
? 2508 
2508 
2508 
;':r25G9.: ; - 
v-'2 : 5G9 : ; 
25C9 
25010 
25010 
25C11 
25C11 
25C11 
25C15 
25C16 
25C16 
25C16 
25C16 
25017 
25017 
25017 
25017 
25017 
25017 
25N18 
25N18 
25N18 
25N18 
25C19 
25C19 
25C19 
25C19 



184CB 
184CA 
200 
19CG 
19NE2 
184NE1 
190E1 
184CD1 
184CZ2 

19CD 
184CZ2 
220 
19CD 
190E1 
184CZ2 
184CE2 
162CB 
138CB 
162ND1 
162CE1 
162CA 
25CB 
162ND1 
162CG 
162N 
1610D1 
162NE2 
25CB 
25SG 
25GB 
162GE1 
162CG 
1610 
162CA 
230 
25N 



4.414 
4 .873 
3 . 169 
4.412 
4 .715 
3 . 443 
3.712 
4 . 085 
4.747 
3.963 
4.604 
4.956 
4.483 
4.724 
3.933 
4.600 
4.962 
4.696 
3 .171 
4.007 
4.258 
4.882 
2.637 



3. 
3. 
4. 
4. 
4. 
3. 



092 
731 
274 
594 
931 
671 
4 . 503 
4.582 
4.836 
3.274 
4.350 
4.704 
4.915 



25C6: 

25C6 

25C7 

25C7 

25C7 

2508 

2508 

2508 

25C9 

25C9 

25C9 

25O10 

25O10 

25010 

25C11 

25C11 

25C13 

25C15 

25C16 

25C16 

25C16 

25C16 

25017 

25017 

25017 

25017 

25017 

25017 

25N18 

25N18 

25N18 

25N18 

25C19 

25C19 

25C19 

25C19 



184GD2 
180D1 
184NE1 

i 9GD: 

190E1 
19CD 
19GG 
184CE2 
19NE2 
190E1 
19CG 
19NE2 
220 
22C 
162CE1 
162CG 
1380G 
138GA 
1610 
162CB 
161C 
162N 
162CB 
162GA 
162CE1 
162GD2 
184GZ2 
161CA 
162ND1 
19NE2 
162CA 
162CB 
162ND1 
161C 
23C 
19NE2 



4. 

;3- 



3;. 
: 4;. 



4.792 
4.955 
4.191 
4.508 
899 
459 
3.802 
4.312 
833 
023 
4.740 
3.975 
4.554 
4 . 857 
4.435 
4.656 
4.932 
4.824 
3.822 
4.112 
4 . 677 
4.893 
2.951 
3.124 
3.755 
4.298 
4.770 
4.957 
3.834 
4.507 
4.791 
4.998 
4.108 
4.428 
4.758 
4.957 



25C6 

25C6 

25C7 

2SC7 

25C7 

2508 

2508 

2508 

25C9 

25C9 

25C9 

25O10 

25O10 

25C11 

25C11 

25C11 

25C15 

25C15 

25C16 

25C16 

25C16 

25C16 

25017 

25017 

25017 

25017 

25017 

25017 

25N18 

25N18 

25N18 

25C19 

25G19 

25G19 

25C19 

25C19 



184NE1 
1840 

20C 
184CD1 
184CE2 

19NE2 

206 

220 
184NE1 
184CE2 
184CD1 

23CA 

23N 
162ND1 
184NE1 
184CH2 
1380G 
1610D1 
162CG 

25SG 
184CZ2 

190E1 
1610 
16iG 

25SG 
162C 
163N 
161GB 
1610 

23CA 

190E1 

25SG 
25CB 

23CA 
162N 
163N 



4.871 
4.967 
4.372 
4.544 
4.927 



3. 

'3-. 



4 
4 
4 

4. 



624 
894 
4.666 
3.925 
572 
906 
264 
718 
3.919 
4. 520 
4.932 
3.572 
4 .950 
3.975 
4.187 
4.751 
4.906 
3.023 
3 . 669 
4 .071 
4.467 
4 . 786 
4.964 
3 . 966 
4.510 
4.810 
2.829 
4.147 
4.502 
4.907 
4.992 
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25C19 
25C20 
v25C20 
: 25C21 
25C22 
25C23 
25N24 
25N24 
25N24 
25C25 
25025 
25C25 
25C25 
25C2S 
25C25 
25C25 
25026 
25026 
25026 
25026 
25026 
25026 
25C27 
25C27 
25C27 
25C27 
25C27 
25C27 
25C27 
25028 
25028 
25028 
25028 
25C29 
25C29 
25C29 



162CE1 
25SG 
23C 
161C 
161CA 
1610 
184CE2 
162CE1 
184CD1 
25GB 
25CA 
19NE2 
24N 
24C 
162CA 
19CD 
23G 
19NE2 
25CA 
190E1 
220 
162ND1 
25SG 
25N 
26CD1 
25CA 
25C 
26CB 
26CG 
65CA 
66N 
65C 
161C 
660 
65C 
66CA 



4.994 

4.069 

4.786 

4 .462 

4. 121 

4.811 

3 .750 

4.221 

4.633 

3.054 

3.792 

4.214 

4 .350 

4.578 

4.833 

4.983 

2.922 

3.071 

3.477 

4.054 

4.471 

4.591 

2. 646 

3.830 

4.040 

4.348 

4.654 

4.746 

4.815 

3.931 

4 . 333 

4.712 

4 . 903 

3.071 

3.768 

4.184 



25C19 162GB 
25G20 23CA 
25C20 161C 
25C22 1610 
25C22 161CB 
25N24 184NE1 
25N24 190E1 
25N24 19GD 
25N24 184CH2 
25C25 25N 
25C25 23G 
2SC25 162ND1 
25C25 26N 
25C25 163N 
25C25 162GE1 
25026 25SG 
25026 25CB 
25026 230 
25026 24C 
25026 24CA 
25026 25C 
25026 22C 
25C27 230 
25C27 65CA 
25C27 26N 
25C27 24N 
25C27 1610 
25C27 . 66N 
25C27 65C 
25028 1610 
25028 660 
25028 26N 
25028 25GB 
25C29 66N 
25C29 66C 
25C29 26CB 



4.997 , 25C20 1610 

4.393 25C20 230 

4.808 25C21 1610 

2.892 25C22 161C 

4.359 25C23 640 

3.412 25N24 184CZ2 

4.106 25N24 162ND1 

4.432 25N24 19NE2 

4.684 25C25 25SG 

3.471 25C25 230 , 

3.793 25C25 23CA 

4.271 25G25 1610 

4.445 25C25 25C 

4.693 25G25 190E1 

4.899 2SC25 24CA 

2.496 25026 25N 

2.985 25026 23CA 

3.183 25026 24N 

3.898 25026 19CD 

4.110 25026 23N 

4,502 25026 26N 

4.912 25026 162CE1 

3.049 25C27 23C 

3 . 894 25C27 25GB 

4.152 25C27 23CA 

4.411 25C27 24C 

4.714 25C27 65N 

4.758 25C27 24CA 

4.906 25028 25SG 

3.970 25028 230 

4.402 25028 26CD1 

4.830 25028 26GB 

4.910 25028 163N 

3.131 25G29 65CA 

4.000 25C29 26CD1 

4.278 25C29 25SG 



3.580 
4.523 
3.316 
3.848 
4.590 
■ 3.492 
4.147 
4 .515 
1 . 822 
3.687 
3.994 
4.312 
4.500 
4 . 797 
4.928 
2.842 
3.053 
3.337 
3 . 997 
4.413 
4.555 
4.933 
3.646 
4.015 
4.158 
4.634 
4.725 
4.780 
3.234 
4.277 
4:553 
4.858 
4.929 
3.415 
4.084 
4.306 



^10 
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25029 


26CG 


4 


.529 


25C29 


. 23Q 


; ::;4^746; 


2SG2?: 


~.;$5|fe 


4 


.756 


2SC29 


1610 


4 


.948 


25G29 


65jp 


: >: : 4^;978> 


125629;: 




; ' 4 


.985 


25C30 


660 


3 


.147 


25C30 


;^66N:/ / 




p|C3j|i 




' . 4 


.040 


25C30 


65CA 


4 


.366 


25C30 




•V;4 : iit2;8^ 




65C 


4 


.461 


25C30 


1610 


4 


.799 


25C31 


660 


3,4*8; 


^5C31 


1610 


4 


.535 


2SC31 


66C 


4 


. 544 


25C31 


16 1C 


4.739 


25C31 


66N 


■ ■ 4 


.865 


25031 163CB 


4 


.886 


25C31 


1600 


4.980 
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Table of distances ijx Angstroms between atoms of the inhibitor 
and protein for all protein; adorns within 5 Angstroms of the 
inhibitor bis- (Cbz^leuci^ 



Atom 


1 Atom 2 


Dist. 


Atom 


1 .: Atom; 2 


::^DiSt. 


Atom 


1 Atom 2 


Dist. 


25C1 


184CB 


3.966 


25G1 


184CGi 


, 4 


.092 


25C1 


180D1 


4 


.178 


25C1 


184CD1 


4.335 


25C1 


^ ^84GA; , 


; ; 4 


.489 


25C1 


184CD2 


4 


.689 


25C1 


1840 


4.748 


25C1 




: ;.'4 : 


.857 


25C2 


180D1 


; . 3 


.023 


25C2 


184CD1 


4.012 


25C2 


184 GB 


.i::4 : 


i;046 


25C2 


184CA 


4 


.130: 


25C2 


184CG 


4.135 


25C2 


' j ;18Cg;::: • 


' : ;:4' 


:-,-15,4 : '.': 


25C2 


200 


4 


.291 


25C2 


20N 


4 . 526 


2502 


;f84C:Vv : 


4 


.608 


25C2 


18ND2 


4 


.696 


25C2 


• 20CA 


4.804 


25C2 


184NE1 


A 


.825 


25C2 


1840 


4 


.835 


25G2 


20C 


4.924 


25G2 


19CG 


4 


.976 


25C3 


200 


3 


.073 


25C3 


180D1 


3.568 


25C3 


: 20G 


3 


.908 


25C3 


2 ON 


3 


;?3'4 


25C3 


184CD1 


3.954 


25C3 


20CA 


4 


.129 


: 25C3 


19CG 


4 


•226 


25C3 


184CG 


4.484 


25C3 


184NE1 


4 


.490 


25C3 


18CG 


4 


.696 


25C3 


184CB 


4.795 


25C3 


184CA 


4 


.856 


25C3 


19C 


4 


.885 


25C3 


19CD 


4. 898 


25C4 


200 


3 


.345 


25C4 


184CD1 


4 


222 


25C4 


184NE1 


4 .344 


25C4 


20C 


>4 


.381 


25C4 


184CG 


4 


.772 


25C4 


19CG 


4.838 


25C4 


184CE2 


4 


.948 


25C4 


180D1 


4 


.956 


25C4 


20N 


4.984 


25C5 


184CD1 


4 


.521 


2SG5 


184NE1 


4 


.550 


25C5 


200 


4.685 


25C5 


184CG 


4 


,727 


25C5 


184CE2 


•4 


.764 


25C5 


184CD2 


4 .873 


25C6 


184GG 


■'.4, 


.403 


25G6 


184CD1 


4 


.580 


2SC6 


184CD2 


4.609 


25C6 


184CB 


4 


.657 


25C6 


184NE1 


4 


.684 


25C6 


184CE2 


4.906 


25C7 


20O 


: : 2" 


.849 


25C7 


20C 


4 


.026 


25C7 


184NE1 


4.648 


25C7 


21CA 


4 


.664 


25C7 


19CD 


4 


.697 


25C7 


19CG 


4.714 


25C7 


210E1 


4 


.738 


25C7 


2 IN 


4 


.799 


25C7 


184CD1 


4 . 844 


25C7 


190E1 


4 


.907 


25C7 


19NE2 


4 


.961 


2508 


200 


3.212 


2508 


19GD ■': 


3.453 


2508 


19QE1 


3 


,622 


2508 


19NE2 


3 . 664 


2508 


19GG 


3 


.806 


2508 


184NE1 


3 


.870 


2508 


184CD1 


4.265 


2508 


20C 


4 


.432 


2508 


220 


4 


.540 


2508 


184CE2 


4.808 


2508 


19 GB 


.4, 


.983 


25C9 


190E1 


3 


,889 


25C9 


19NE2 


3.915 


25C9 


19CD 


3 


.947 


25C9 


184NE1: 


4 


.155 


25C9 


200 


4.391 


25C9 


19CG 


4. 


.723 


25G9 


220 


4 


.796 


25C9 


184CE2 


4.909 


25C9 


184GD1 


4. 


.929 


25O10 


19NE2 


4 


.578 
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25O10 


200 


4.660 


25010 


220 


4.792 


25O10 


19CD 


4.890 


25010 


190E1 


4.963 


25C11 162ND1 


4.101 


25G11 184C22 


4,17.5 


; 25C11 184NE1 


4V284. 


25C11 


162CE1 


4.31? 


; ; ; 25G11: 


190E1 


4.351 


25011. 


184CE2 


4.5?3 


25Gil 162CG 


4.?29i 


25<y.l 


19NE2 


4 945 


25G11 


19CD 


4,953 


25G15 184C22 


4.332 


25G15 184GH2 


4 756 


25C15: 


1430Ei 


4.901 


25C15 


1370 


4.938 


25C16 162ND1 


3 174 


25C16 


162GE1 


3.757 


25C16 


162CG; 


: 4 .082 


25C16 


25SG 


4 .189 


25C16 1610 


4.344 


25C16 


190E1 


4.427 


.-25jGi-6:' 


162CB 


4 . 457 


25C16 


162CA 


4.770 


25C16 162NE2 


4 .792 ■ 


25C16 


19NE2 


4.668 


25C16 


184CZ2 


4.883 


25C16 


25GB 


■: 4.955 


25C16 


184NE1 


4.957 


25C16 


162G02 


4 .977 


25017 


162ND1 


2.574 


25017 


162CG 


3 .155 


25017 


162 GB 


3.298 


25017 


162GE1 


3.479 


25017 


%€ip;>".; 


3 . 597 


25017 


162CA 


3.711 


25017 


2SSG 


4.141 


25017 


i6ic 


4.187 


25017 


162CD2 


4.194 


25017 


162N 


4,282 


; 25017 


162NE2 


4-329 


25017 


1610D1 


4.530 


25017 184CZ2 


4.752 


25017 137CB 


4 .842 


25N18 


25SG 


3 . 590 


25N18 


162ND1 


3.689 


25N18 162CE1 


4.248 


25N18 


1610 


4.291 


25N18 


19NE2 


^4v292^ 


25N18 


190E1 


4.452 


25N18 


25CB 


4.467 


25N18 


23CA 


4.557 


25N18 


162CG 


4.791 


25N18 


19GD 


4l 816 


25C19 


25SG 


2, 732 


25C19 1610 


3.385 


25C19 


162ND1 


3.772 


25C19 


25CB 


4.081 


25019 


162CA 


4 .451 


25C19 16iC 


4.513 


25C19 


162CE1 


4:560 


25Gi9 


23CA 


4.589 


25C19 


25N 


4.775 


25C19 


23C 


4; 776 


25C19 


230 


4 . 793 


25C19 162CG 


4.797 


25C19 


19NE2 


4.876 


25C19 


162CB 


4.935 


25C19 162N 


4.994 


25N20 184NE1 


3.387 


25N20 


190E1 


3.405 


25N20 


19CD 


3.866 


25N20 


184CE2 


4 .004 


25N20 


19NE2 


4.021 


25N20 


184CZ2 


4.036 


25N20 


162CE1 


4.357 


25N20 


184CD1 


4.441 


25N20 


162ND1 


4.565 


25N20 


19CG 


4.876 


25C21 


25SG 


1.768 


25G21 


25CB 


2.961 


25C21 


25N 


3 .320 


25G21 


25CA 


3.665 


25C21 


230 


3.874 


25C21 


23C v 


3.876 


25C21 


162ND1 


3 978 


25C21 


23CA 


4.127 


25C21 


19NE2 


4.215 


25C21 


26N 


4.241 


25C21 


24N 


4.308 


25C21 


1610 


4.319 


25G21 


2SC 


4.400 


25C21 


24C 


4.472 


25C21 


162CE1 


4.510 


25G21 


190E1 


4.818 


25C21 


24CA 


4 . 852 


25G21 


163N 


4 . 871 


25G21 162CA 


4.898 


2 5021 


19CD 


4 . 974 


25G21 


26GD1 


4 . 991 


25022 


25SG 


2.461 


25022 


25N 


2.747 


25022 


25CB 


2.888 


25022 


19NE2 


3.089 


25022 


23C 


3.118 


25022 


23CA 


3.281 


25022 


25CA 


3.369 


25022 


24N 


3.372 


25022 


230 


3.479 


25022 


24C 


3.834 
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25022 19CD 


4.008 


25022 


: 190E1 


4 090 

■*M m \J J \J 


25022 


24CA 


4 


.106 


25622 220 


4 .311 


2 502 2 162ND1 


A TQC 


25022 


25G 


4 


. 432 


25022 26N 


4 .446 


25022 


23N 


A «v£l 
4 . jOJ 


25022 162CE1 


4 


.605 


25022 22C 


4.909 


25022 


C; 240 


A XmAf\ 


25G23 


1660 


4 


.313 


61QH 


4.425 


25C23 


; 67CE1 


4 574 

■* • y i :H 


25C23 


166GB 


4 


.873 


25C24 160O 


3.278 


• 25C24 


160CB 


A ft gO 


25C24 


16 6c 


■ -A 


.283 


25C24 67CE1 


4-352 


25C24 209CD2 




25G24 


160CA 


4 


. 652 


25G24 670H 


4 .750 


25C24 


160N 


A RAH 


25C25 1600 


3 


.120 


25C25 160C ° 


4 . 287 


25C25 


: 67CE1 


A "i A it 


25C25 


670H 


4 


-61 7 


25C25 160CB 


4 .802 


25C25 


67CZ 


A -O C>«7 
4-. OO / 


25C26 


1600 


4 


.072 


25C26 670H 


4 149 


25C26 


67CE1 


4.3 i Z 


25C26 


-;67G;Z;- : ; 




.684 


25G27 670H 


3 .768 


25C27 


67.CZ' 


4 . OOj 


25G27 


- 67CE1 


4 


.776 


; 25C27 1600 


4 . 939 


25C28 


670H 




25C28 


■ : 67CE1 


4 


.781 


25G28 67CZ 


4 .836 


25C29 1600 


4 .O / J. • 


25C29 


670H 


4 


w760 


25O30 2750H2 


4 167 


25O30 


1600 


4 . ZU j 


2503 0 


161CA 


4 


.860 


25C31 1600 


3 .769 


25C31 


161CA 


; 4 • UJ O 


25C31 


1610 


4 


.0$7 


25C31 2750H2 


4; 224 


25C31 


161C 


: 4.* O / X 


25C31 


1660 


■ A 

4. 


.689 


25C31 161N 


4 .855 


25C31 161CB 


4 fl ft 

*a . OQO 


25032 1600 


■2. 


.767 


25032 161CA 


2.883 


25032 


1610 


V OPT 


25032 


161C 


3 . 


.329 


25032 160C 


3.543 


25032 


16 IN 


3 634 


25032 


161GB 


J . 




25032 162N 


4 376 


25032 


160CA 


4 974 


25032 


2750H2 


4 . 


. 7 OX . 


25C33 1610 


3 .671 


25C33 


660 


4 017 


25C33 


161C 


''■A- 
4 , 


. joy 


25C33 66N 


4 .440 


25C33 


2750H2 


4 717 


25C33 


161CA 


A "' 
.4 . 


•7 d C 


25C33 65CA 


4.801 


25C34 


/660--/ 


A. QUO 


2SC34 


66C 


3 . 


AAA 

8 90: :, 


25C34 66N 


4 .077 


25C34 


26GB 


4 271 


25C34 


66CA 


A' 

4 « 


r n A 


25C34 1610 


4.797 


25C34 


67N 


4 ft £9 


;25G34 : > 


26CG 


A ■ 


869 


25C34 163GB 


4.955 


25C35 


660 


O.. jOj 


25C35 


209CD2 


4 . 


310 


25C35 134CB 


4.451 


25C35 


163GB 


4 . 37 / 


25C35 


66C 


4 . 


668 


25C35 67CD1 


4.755 


25C35 


163N 


4 . / o O 


2 503 5 


68SD 


4 . 


819 


25C35 1600 


4.923 


25C35 


26GB 


4.937 


25C35 


1610 




979 


25036 161C 


3 . 696 


25C36 


1610 


3 . 856 


25C36 162N 


3. 


868 


25C36 134CB 


3.869 


25G36 


1600 


3,882 


25C36 


163N 


3. 


971 


25C36 161CA 


4.066 


25C36 


162C 


4.114 


25C36 160C 


4. 


145 


25C36 161N 


4.238 


25C36 


162CA 


4.327 


25G36 


163GA 


4. 


508 


25C36 163CB 


4.528 


25C36 


1620 


4 .616 


25G36 


209CD2 


4. 


772 


25C36 160GB 


4 . 841 


25C36 


134CA 


4.905 


25G36 


660 


4. 


996 


25G37 209CD2 


3.499 


25C37 


67CD1 


3.574 


25C37 


67CE1 


3. 


696 
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25d37 


660 


3.889 


25C37 


67CG 


4. 551 


25G37 160(0: 


4 .714 


25C37 


67CZ ' 


4.732 


25C37 


,. 66C 


;>;-4*737" 


25G37 


i3 : 4CB:>v 


4.814 


25C37 


67CA 


4.821 


25C37 


20906 


4.994 


25C38 


;; *6;5CA>'" 


^3C869: ; 


25C38 1610 


3.955 


25C38 


66N 


4.001 


25C38 


:.;66Q?: 7; 


4.219 


25C38 


: 26001 


4.264 


25C38 


25SG 


4 . 271 


25C38 2750H2 


4.287 


25C38 


65e 


4 . 487 


25C38 


230 


4;627 ■■ 


25G38 


■ 26 GB 


?&:655* 


25G38 


26CG 


4 . 792 


25C38 


640 


4; 873 


25C38 


1610 


J4.899 


25C38 


65N 


4.993 


25039 


■ 65CA 


2; 703 


25039 


;r:66N ; .- ::: , ; ;: 


\3Vv332: 


2503? 


650 


3.531 


25039 


2750H2 


3 - (677 


25039 


''c640; ;: 


3.733 


2503? 


65N 


3 . 795 


25039 


26CD1 


4.043 


25039 


23t> 


4.088 


25039 


64C ': 


4.155 


25039 


660 .•' • 


4.358 


25039 


,-;6$Ga: - 


4.647 


25039 


650 


4.732 


25039 


26CG 


' 4.801 


25039 


26NE1 


4.806 


25039 


1610 . 


4.910 


25039 


660 


4 > 976 


25N40 


V25SG?,;-v 


2.943 


25N40 1610 


3 . 660 


25N40 


:' 26CD1 


4.126 


25N40 


26N ' 7 


4,248 


25N40 


230 


4.287 


25N40 


26CB 


4 1 350 


25N40 


1631* 


4.551 


25N4Q 


25GB 


4.560 


25N40 


26 CG ' :' 


4 .646 


25N40 1610 


4 .657 


25*40 


: . 25N 


4.685 


25N40 


65CA 


4 .705 


25M40 


660 


4.809 


25N40 162CA 


4.847 


25N40 


26GA 


4.856 


25N40 


66N 


4 .876 


25N40 


23C 


4.933 


25N40 


163 GB 


4.949 


25N40 




4.979 


25N46 


25C 


4 . 984 


25C41 


25SG 


2 .569 


25G41 


230 


3.094 


25C41 


25N 


3.498 


25C41 


23C ' 


3.558 


25C41 


26CD1 


3.732 


25041 


26N 


3.810 


25C41 


25 GB 


37828 


25G41 


25C& ; 


4.081 


25G41 


23CA 


4.144 


25C41 


24N T'. 


4; 195 


25041 


24C 


4-371 


25C41 


25G 


4 . 413 


25C41 


26GB 


4.509 


25C41 


26CG 


4.528 


25C41 


24CA 


4.533 


25C41 


1610 


4.584 


25041 


65CA 


: 47716 


25C41 


26NE1 


4.762 


25C41 


26GA 


4.764 


25N42 


2750H2 


3.989 


25N42 


1610 


4.257 


25N42 


66N 


4.573 


25N42 


660: 


4 -641 


25N42 


65GA 


4.726 


25N42 


1610 


4.818 


25N42 


1606 


4.862 


25N42 


161CA 


4.871 
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TABLE XXH 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 2,2' -N,N' -bis-benzyloxycarbonyl-L-- 



Atom 1 Atom 2 Dist. Atom 1 Atom 2 Dist. Atom 1 Atom 2 Dist. 



25C1 

25G1 

25C2 

25C2 

25C3 

25G3 

25C3 

25C3 

25C4 

25C4 

25C4 

25C4 

25C5 

25C5 

25C5 

25C6 

25C6 

25C6 

25C7 

25C7 

25C7 

25C7 

25C7 

25C7 

2508 

2508 

2508 

2S08 

25C9 



184CB 
184CD2 
1840 
184C 

180D1 
184GA 
184GD1 
184CD2 
184CD1 
184CD2 
184CE2 
184CE3 
184CD2 
184NE1 
184CZ2 
184GD2 
:184 GB 
184CD1 
19CG 
20C ■ 
19CD 
184GB 
184CA 

19C 
184NE1 
19NE2 
20GA 
2 IN 
19NE2 



: 4.217 
4.719 
3.589 
4.365 
3.467 
3.925 
4.243 
4.783 
3.557 
4,096 
4.376 
4.895 

3 . 653 
4.046 
4.632 
4.011 
4.303 
4.765 
3.702 
4.053 
4.236 
4.474 
4.592 
4.994 
4. 178 
4.344 

4 . 839 
4 . 938 
3.361 



25C1 

25G1 

25C2 

25C2 

25G3 

25C3 

25C3 

25C3 

25G4 

25C4 

25C4 

25C4 

25C5 

25C5 

25C5 

25C6 

25C6 

25C7 

25C7 

25C7 

25C7 

25C7 

25C7 

2508 

2508 

2508 

2508 

2508 

25C9 



1840 
184CE3 
184CB 
184CA 
184 GB 
184GG 
18CG 
200 
184CB 
184CA 

200 
184G 
184CD1 
184GB 
184CZ3 
184CE3 
184CE2 

200 
184NE1 
2 ON 
20CA 
19NE2 
1830 
20O 
184CD1 
19CD 
2 ON 
21CA 
19CD 



4.458 

4 .742: 

3-. 931 

4.384; 

3.731 

4 r O04 

4.424 

4.954 

3.839 

4 . 267 

4.406 

4 . 990 

3.870 

4.116 

4.798 

4.065 

4.616 

3.159 

3:716 ' 

4.098 

4 .370 

4.497 

4.805 

2 .990 

4.264 

4.511 

4 .842 

4.989 

3.886 



|25G1 
25C2 

Site 

111: 
25C3 
25C3 

?i|i4^ : 

25G4 

s ;:25|4: : : : : 
25C5 

25C5 

:££|5 ; j 

-25G5: 

:25|6 : 

25G6 

2^5G7 

2SG7 . 

25C7 , 

25C7 

25C7 

25C7 

2508 

2508 

2508 

2508 

25C9 

25C9 



184CG 
fl88GDl 
186pi 

:l84CGy^ 

;1840^;.' : 

18ND2; 
184GG 
184NE1 
; 180D1 
1840 ^ 
184GG 
184GE2 
184CE3 
184CA 
184GG ; 
184GZ3 
184GD1 
18403 

180D1 
184CE2 
184CD2 

190E1 .: 

20C 

19CG 
184CE2 
184CG 

200 

19CG 



:'4V534 ; 
4 . 982 
4.344 
4.474 
; 3:.805 
4.224 
; : 4^ 653 : 
3.557 
4^069 
4.278 
4.793 
3.622 
3.925 
4.153 
4.969 
4.134 
4.700 
3.353 
3v9l0 
4.20^ 
4.426 
4 .546 
4 . 886 
4.056 
4.312 
4.748 
4 . 873 
3.137 
4.087 



Vlfc 
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2509 


184NE1 


4.190 


25C9 


20G 


4.350 


25C9 


«' ; .'.220^-: 


4.421 


25C9 : 


184CD1 


4.624 


25C9 


19t)El 


4.690 


."72 509 : 


• ,' : '22N : v, > 


4.828 


2 509 


184CE2 


4 . 870 


2509 


21GA 


4-V905 


^2509^ 


•-ii0Ei. 


4 .986 


25O10 


2 Op 


2.532 


25O10 


■ 19NE2 


2 1700 


25010 


; ::: : 'i2l0?i"> 


; 3 . 220; 


25010 


19CD 


3.446 


25010 


1900 


. T:i96< 


25O10 




3 .702 


25010 


200 


3.735 


25O10 


/'220 :; • 


3 .951 


25016 




4>2lO 


25010 


' 210 


4.416 


25O10 


: ^ ; 2^mV :; \ : 


4; 441 


25010 


:C;i90El:: 


4.463 


25010 


22CA 


4.519 


25010 


19CB 


= 4^714 


25010; 




4,734 


25010 


23N 


4. 741 


25610 


^ : v;:20feA^::: 


?;4*>;83:8;. 


25010 


:184NE1;; 


4.848 


25010 


210E1 


4.906 


25O10 


• .23CA . 


: : 4j;9?6 


^25C11> 


;^ ; 19ll£2;i 


3.727 


25C11- 


1900 


4.636 


: 25011': 184NE1 


/ 4^779 


-II011;' 


; : ;';2;20*; : ;;. 


-4.911 


25C12 


19NE2 


3.752 


25G12 


220: • 


: ;4v028 


725012; 


|;'2^qifr'- : 


4.150 


25C12 


220 


4.246 


25C12 


- ^3N: 


4.275 


: ^25C12 


2240H2 


4.684 


25012 


22N - : 


4.779 


25C12 


19CI) 


; i4v925 


25C12 


200 ' 


4.975 


25013 


210E1 


4.156 


25C13 


22N ; 


4 ? 627 


25C13: 


: ;i;22C;.: ■ 


4.667 


: 25C13 


23N ■ 


4.712 


25C13 


•'' : 22o)' : v : ; : 


4.742 


25C13 


210 


4.914 


25013 


23CA '. 


4.953 


25C14 


22N .. 


3i473 


25014 


: ::.ilc: . . 


3.659 


25014 


220 


3,759 


25014 


210E1 


:3 ;793 


25014 


23N . 


3.863 


2 5C1 4 


22CA 


3.868 


25014 


21CA ■ 


4.095 


25014 


^210* : 


4.118 


25C14 


220 


4 .147 


25C14 


23CA 


4.513 ' 


25014 


7 200: 7 v 


4.765 


25014 


21GB 


4.851 


25G14 


21GD 


4V885 


25015 


•210E1 


3,260: 


25C15 


21CD 


4.221 


25015 


21NE2 


4.650 


■2:5015; • 


21CA 


4.882 


25015 


;20O 


4.924 


25016 


. 19NE2 


3>i67 


25C16 




4.074 


25016 


162ND1 


4 . 145 


25016 


190E1 


• : 4..23ir 


:25016r 


i620El 


4.291 


25C16 184NE1 


4.295 


25016 


1840Z2 


4.540 


25C16 


184CE2 


4.778 


25C16 


25SG 


4.792 


25C16 


23CA 


4.932 


25016 


220 . 


4; 976 


25017 


19NE2 


3.075 


25017 


184NE1 


3.183 


25017 


162GE1 


3.232 


25017 162ND1 


3.349 


25017 


190E1 


3.394 


25017 


19GD 


3.490 


25017 


184CZ2 


3.632 


25017 


184CE2 


3.732 


25017 


162ME2 


4.167 


25017 


162CG 


4.366 


25017 


184GD1 


4.379 


25017 


25CB ' 


4.553 


25017 


25SG 


4.612 


25017 


19CG 


4.742 


25017 162CD2 


4.779 


2S017 


184CH2 


4.923 


2 5N18 


19NE2 


3 . 859 


25N18 


25SG 


4.056 


25N18 


162ND1 


4.100 


25N18 : 


1610 


4 .319 


25N18; 


23 OA 


4.407 


25N18 2240H2 


4.562 


25N18 162CE1 


4 601 


25N18 


19CD 


4.788 


25N18 


25GB 


4.834 


25N18 


190E1 


4.862 


25N19 


25SG 


2.787 


25N19 


162ND1 


3.174 


25N19 


1610 


3 . 363 


25N19 


250B 


3 . 873 


25N19 


162CE1 


3.953 


25N19 


162CA 


4.146 


25N19 


162CG 


4.165 
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25N19 19NE2 4.334 25N19 162CB 4;414 25N19 16 1C 4,448 

25N19 23CA 4.774 25N19 162N 4-806 25N19 190E1 4.807 

25N19: 2240H2 4.923 25N20 19NE2 3.800 25N20 184NE1 4.071 

25N20 19CD 4.420 25N20 20O :'a^51 25N20 184CE2 4,475 

25N20 184C22 4V573 25N20 184CD1 4.849 25N20 190E1 4.977 

25N20 19CG 4.982 25C21 25SG 1.799 25C21 25GB 3.030 

25C21 2SN 3.707 25C21 162ND1 3.784 25C21 23CA 3.850 

; v 25C21 23C 3 .907 25C21 230 3 . 946 25C21 ^ : 25CA • . ■m&t, 

25C21 19NE2 4.007 25C21 1610 4.284 25C21 162CE1 4.379 

25C21 2240H2 4.436 25C21 24N 4.507 25C21 190E1 4.543 

25C21 162CA 4.728 25C21 19CD 4.730 25C21 26N 4.758 

25C21 25C 4.830 25C21 24C 4.870 25C21 162CG 4 947 

25C21 163N 4.989 25022 25SG 2.443 25022 19NE2 2.871 

25022 25CB 2.954 25022 23CA 3.128 25022 25N 3.144 

25022 23C 3.258 25022 25CA 3.641 25022 24N 3.649 

25022 230 3.656 25022 19CD 3.696 25022 190E1 3.727 

25022 220 4.038 25022 162ND1 4.175 25022 24C 4.265 

25022 23N 4.327 25022 162CE1 4.422 25022 2240H2 4.423: 

25022 24CA 4.529 25022 22C 4.622 25022 25C 4:800 

25022 26% 4.898 25C23 610D1 3:673 ; 25C23 590 3:735 

25C23 67CE2 4.205 25C23 67GD2 4.463 25C23 2640H2 4.473 



25C23 


61CG 


. 4 


■439 


25C23 


610D2 


4.706 


25C23 


59C 


4.887 


25C24 


": : 590; 


' ; . 3 




25C24 


610151 


3^91 


25C24 


67CD2 


3.717 


25C24 


60ND2 


: 3:, 


.736 


25C24 


67CE2 


3 .832 


25C24 


6 OCA 


3.942 


25C24 


'.'•$9 : ty-:: V 


4.226 : 


25C24 


'v6icgv:^ 


4 . 362 


25C24 


66CA 


4.399 


25C24 


60C 


4. 


.521 


25C24 


'■■':6ipi, 


4.525 


25C24 


6 ON 


4.567 


25C24 


70OD1 


4\ 


.595 


25C24 


610D2 


4^702 


25024 


60CG 


4.710 


25C24 


60CB ] 


"4. 


. 837 


25C24 


67N ; 


4.915 


25C24 


66C 


4.929 


25C24 


650 


4:. 


,975 


25C24 


67CG 


4J986 


25C25 


66CA 


3.301 


25G25 


610D1 


3. 


.379 


25C25 


67CD2 


3.477 


25C25 


67GE2 


3.538 


25C25 


60ND2 


3. 


834 


25C25 


66N 


3.859 


25C25 


650 


3,860 


25G25 


66C 


3. 


977 


25C25 


65G 


4.082 


25C25 


60CA 


4.110 


25C25 


6 ICG 


4. 


139 


25C25 


61N 


4.153 


25C25 


590 


4.235 


25C25 


67N 


4. 


302 


25G25 


60C 


4.526 


25C25 


60CG 


4.585 


25C25 


660 


4. 


675 


25C25 


60GB 


4 701 


25C25 


61GB 


4,755 


25C25 


67CG 


i 


785 


25C25 


610D2 


4.825 


25C25 


67CZ 


4.879 


25C26 


610D1 


J • 


031 


25C26 


67CE2 


3.662 


25C26 


66CA 


3.882 
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pbN: 


•••• J;» 9 ->4 




6 50 


4^ 020 


25C26 


65C 


4.027 




67CD2 


■.A'- - AC 'O ■ 

4.058 


25G26 


6 ICG 


4:066 


25C26 


66C 


4.566 




61GB 


4 .672 


25C26 


61N 


4.764 


25C26 


67CZ 


4.811 


2 5C2 6 


■f Criii'v''.' 


4 i81$ 


25C26 


610D2 


4.956 


25C26 


660 


4.959 


Z5C27 


plODl 


3 .004 


25C27 


67CE2 


4.045 


25C27 


V:; 61CG 


4.208 


25G27 


67CD2 


: 4.744 


25G27 


610D2 


4.951 


25C27 


670H 


4.988 


25C28 


•;/;x:6;liblil":, : 


3 . 343 


;' : J : 25C28- 


67CE2 


4v306 


25C28 


i;/fias : ': 


■ 4.423 


25C28 


2 64 OH 2 


4 .506' 


"25C28 


610D2 


4.829 


25C28 


67CD2 


4.927 


25C29 




3 . 077 


25C29 


65C 


3 .103 


25C29 


650 


3.481 




ppCA 




; 25G29 


65CA 


3 .578 


25C29 


610D1 


3 . 662 




67CE2 


• 4.189; 


: :25C2 9 


640 


4.192 


25C29 


66C 


4.265 




66Q 


:; : : : ; : 4".r;3.8-2;- 


: >; : ::25C2:9' ; 


65N 


4 .522 


25C29 


67CD2 


4.589 


4PC27 


^ICG 


: 4.593: 


§25C2S.: 


64C 


4 .738 


25C29 


61CB 


4.762 




66N 


3 . 458 


25030 


67CE2 


3 .803 


25030 


65C 


3.840 


: Z JUJU 




• A- A A O 

: 4 . 008 


25030 


66GA 


4.009 


25O30 


65CA 


4. 053 




,:/.pOW . 




'-'A C A, A A 

2 503 0 


67CD2 


4 .421 


25O30 


67CZ 


4.431 






4.4/0: 


: <jtA1rt 

25O30 


650 


4.551 


25O30 


640 


4 . 750 


ApyJ 1 


00N 


- A.-. it : 'AA-'- 

3 . 498 


; 25G31 


65CA 


3.654 


25C31 


65C 


3.885 




ppO 


4. 018 


25C31 


66CA 


4.416 


25C31 


640 


4 .463 


25C31 


;66G:X;,'. : ; 


4 ,608 


:25Q31 


650 


4.872 


25C31 


67CE2 


4.874 


25C31 


65N 


4 .883 


25032 


65CA 


3 . 690 


25032 


640 


3.833 


25032 


66N 


4:; 273 


25032 


65C 


4 > 343 


25032 


64C 


4.667 


25032 


65ti 


■A' dZOi''% : 
.4 : . 6 81 


25C33 


660 


3 . 876 


25C33 


66N 


4.173 


25C33 


1610 


-" "A :' :>.A"A "A 

4 .383 


:25C33 


65CA 


4.417 


25C33 


161C 


4.670 


25C33 




4.0 02 


'•.•.•Vie A* •' 

25C33 


65C 


4 .843 


25C33 


66C 


4.902 


25C34 


660 


3.833 


25C34 


161G 


4.228 


25C34 


1610 


4.287 


25C34 


l€2N ; :- ; , : ;. : : 


4 .305 


25C34 


163N 


4.452 


25C34 162CA 


4 . 613 


25C34 162C 


4.644 : 


25C34 


25SG 


4.656 


2SC34 161CA 


4.669 


25C34 


163 GB 


4.789 


25C34 


66N 


4.994 


25C35 


66O 


2.981 


25C35 


66C 


4.208 


25C35 


163CB 


4 .767 


25C35 


26CB 


4 .871 


25635 


66N 


v 4^887;.':-. 


25C35 


67CA 


4.934 


25C35 


209CD2 


4.958 


25C35 


68SD 


4.962 


25C35 


67CD1 


4.992 


25C35 


67CE1 


5.000 


25C36 


660 


3.430 


25C36 


68SD 


3.532 


25C36 


163GB 


3.585 


25C36 163CA 


4.250 


25C36 


134CB 


4.328 


25C36 


163N 


4.364 


25C36 


26GB 


4 .411. 


25C36 


68CE 


4.444 


25C36 


209CD2 


4.518 


25C36 


66C 


4 .580 


25C36 


67CA 


4.718 


25C36 


162C 


4.845 


25C36 


26CX 


4.975 


25C37 


660 


3.900 


25C37 


67CE1 


4 . 120 
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TABLE XXII 



25C3.7 i 


209CD2 


4.133 


25C37 


6702 


4.304 


25C37 


67001 


4.472 




670H .'. 


4.559 


25C37 


1600 


4.722 


25C37 


67CE2 


4.812 


';25^fe 


134CB 


4:i;92$:... 


25C37 


67CG 


4.960 


25C38 


65CA 


3.685 




{;2is|-... 


3.703 . 


25C38 


66N 


3.862 


25C38 


660 






26GD1 ; 


; 4 .'241* : 


25C38 


65C 


4.328 


25C38 


230 


*;331 


:2'5C38|; 


1610 


4^500 


25C38 2240H2 


4.706 


25C38 


26CB 


4.746 






4.855 


25038 


26GG 


4.876 


25039 


66N 


2.954 


25039 




3.044 


25039 


65CA 


3.072 


25039 


650 


3.468 






3,555 ; 


25039 


230 


3.635 


25039 


26CG 


3.715 


25039 


|2^^:t,: 


3.796 


25039 


25 SG 


3,860 


25039 


26NE1 


4. 693 


25039 


66CA 


4 102 


25039 


66C 


4.239 


25039 


65N 


4.292 


25039 




4.359 


25039 


650 


4.668 


25039 


23C 


' 4 669 




; : .;2 ; 6<:x: ■•" 


41689 


25039 2240H2 


4.850 


25039 


26CD2 


4.970 


^plo;-- 


^25SG.- 


3.113 


25N40 


1610 


3.678 


25N40 


2240H2 


4.045 


:;25i^p; 




4.202 


25N40 


65CA 


4.334 


25N40 


161C 


4.525 


25N40 


^2#G':>: : ,'': 


. 4i779 


25N40 


23CA 


4.821 


25N40 


162GA 


4.878 


;;-25Nio J : 


; 25CB:; 


4:902 


25N40 


26CD1 


4:925 


25N41 


25SG 


2.621 


251141 


A : ;i230''T- '■ 


■ 3; 122 


25N41 2240H2 


3 .404 


25N41 


23C 


3.447 


^25N4l^ 


•' 23CA 


3.458 


25N41 


25CB 


4.118 


25N41 


25N 


4,161 


}; ; -25i#:- 


24N 


4.403 


25N41 


65GA 


4.453 


25N41 


1610 


4.531 


25N41 


26CD1 


4.572 


25*141 


25CA 


4.709 


25N41 


26N 


4.861 




23N 


4.898 


25N42 


660 


3.140 


25N42 


66N 


3.340 






3.978 


25N42 


66C 


4 .005 


25N42 


65C 


4.084 


25N42 


66CA 


4 .168 


25N42 


67CE2 


4.883 
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TABLE XXm 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 

: inhibitor ; ( IS ) -1M 2 - [ (1 -benzy loxycarbony lamino ) -3- ■ . .. 
methyibutyllthiazoi-4-ylcarbonyl ]-N'-i(N-behzyioxycarbonyl-L- 

leuciny 1 ) hydraz ide . . 

Atom 1 Atom 2 Dist. Atom 1 Atom 2 Dist. Atom 1 Atom 2 Dist. 



25C1 

25C1 

25C2 

25C2 

25C2 

25C3 

25C3 

25C3 

25C4 

25C4 

25C4 

25C4 

25C5 

25C5 

25C6 

25C6 

25C7 

25C7 

25C7 

25C7 

25C7 

2508 

2508 

2508 

2508 

25Q8 

2508 

25C9 



1584GB 
184CD2 
1840 
184CG 
184001 
184GB 
18001 
18ND2 
184Gpi 
180D1 
184NE1 
184CE2 
184CD2 
184CB 
184CG 
1430E1 
20O 
2 ON 
19CG 
184NE1 
19C 
19GG 
184NE1 
2 OCA 
180D1 
21N 
1830 
184NE1 



4.236 
4 .593 
3.268 
4:. 182 
4,821 
3.729 
4.001 
4,280 
4.005 

4.440 
4,584 
4 .985 
4 .504 
4.766 
4.480 
4.804 
3.040 
3.853 
4.463 
4.641 
4.937 
3:. 422 
3.675 
4 . 102 
4 . 411 
4.725 
4.826 
3.536 



25C1 

25C1 

25C2 

25C2 

25G2 

25G3 

25C3 

25C3 

25G4 

25C4 

25G4 

25C5 

25C5 

25C5 

25C6 

25C6 

25C7 

25C7 

25C7 

25C7 

25C7 

2508 

2508 

2508 

2508 

2508 

2508 

25C9 



184CG 
184CE3 
184GB 
184CA 

18ND2 
184CA 
184CG 

18CG 
184CG 

200 
184CD2 
184CG 
184NE1 

21NE2 
1B4CE3 
184CE2 

20C 

180D1 

21NE2 
184CG 
184GA 
184CD1 

2 ON 

190E1 
184CE2 

19CB 
184CD2 
184CD1 



4.418 

4. 660 

3.689 

4 . 182 

4.999 

3.863 

4 .006 

4.516 

4.080 

4 . 528 

4 .705 

4.312 

4.612 

4.820 

4.643 

4.925 

3.594 

3.864 

4.595 

4.659 

4.958 

3.450 

3 . 871 

4.232 

4.622 

4.727 

4.974 

3.844 



25C1 

25G1 

25C2 

25C2 

25C3 

25C3 

25C3 

25C3 

25G4 

25C4 

25G4 

25C5 

25C5 

25C6 

25C6 

25C6 

25C7 

25C7 

25C7 

25C7 

2508 

2508 

2508 

2508 

2508 

2508 

25C9 

25C9 



1840 

188CD1 

184C 

184CD2 

1840 

184C 

184GD1 

184CD2 

184GB 

184GA 

1840 

184CD1 

184CE2 

184CD2 

184GB 

184CD1 

20CA 
184CD1 

2 IN 

18CG 

20O 

20C 

19GD 
184CG 

19C 

19NE2 

200 

19CG 



4.425 

4.721 

4.080 

4.784. 

3,481 

3.967 

4.249 

4.834 

4.302 

4.558 

4.729 

4.376 

4.694 

4.450 

4.744 

4.935 

3.795 

4il35; 

4,617 
4.887 
2.667 
3.631 
3 . 993 
4.325 
4 . 642 
4.771 
3.188 
4.035 
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25C9 19CD 4.106 

2509 1840E2 4.325 

25C9 184CZ2 4.957 

25610 184CE2 4.068 

25O10 184CZ2 4 .481 

25010 21NE2 4.824 
25C11 19CD 4 . 273 

25011 184NE1 4.589 
25C11 19CG 4.868 
25C12 220 3.890 
25C12 23N 4.111 
25C12 210 4.588 
25C12 21CA 4.715 
25C13 21CD 4.390 
25C13 21C 4 .659 
25C14 210E1 2.922 
25C14 22N 3.919 
25C14 21CB 4.117 
25C14 22C 4.749 
25014 200 4.941 
25C15 21NE2 3.794 
25C15 2 ICG 4.892 
25C16 19CD 3.913 
25016 220 4 . 401 
25016 23N 4.963 
25S17 162ND1 3.565 
25S17 162GE1 3.945 
25S17 162CG 4.327 
25S17 162CB 4.756 
25S17 184CD1 4.996 
25N18 19CD 3.941 
25N18 23C 4.156 
25N18 22C 4.455 
25N18 162ND1 4.710 
25G19 25SG 3.024 
25C19 162ND1 3.801 
25C19 1610 4.243 



TABLE XXffl 



25C9 


190E1 


4 .229 


25G9 


19NE2 


4 . 650 


2509 


21NE2 


4.999 


25O10 184CD1 


4 . 137 


25010 


184CD2 


4.713 


25011 


19NE2 


4.159 


25011 


200 


4.296 


25C11 


22C 


4.735 


25C11 


22N 


4.974 


25C12 


22C 


3.995 


25C12 


23CA 


4.306 


25C12 


22CA 


4 .594 


25C12 


19NE2 


4.762 


25C13 


21CA 


4.587 


25C13 


200 


4 . 898 


25C14 


21C 


3. 654 


25C14 


21CD 


3.931 


25C14 


22CA 


4.561 


25C14 


21NE2 


4.841 


2 501 5 


210E1 


2.917 


25C15 


21CA 


4.698 


25C16 


19NE2 


3.649 


25C16 


23CA 


4.390 


25C16 


162ND1 


4.744 


25C16 


•: 22C 


4.981 


25S17 


184CZ2 


3 . 585 


25S17: 


190E1 


3.950 


25S17 


19CD 


4.502 


25S17 


1840H2 


4.771 


25N18 


19NE2 


3 .269 


25N18 


220 


3.976 


25N18 


25SG 


4.177 


25N18 


25CB 


4.460 


25N18 


25N 


4.758 


25G19 


2 SOB 


3.565 


25C19 


23GA 


3.948 


25C19 


19CD 


4.411 



2509 


20C 


4.321 


25C9 


184CG 


;4.743 


25O10 184NE1 


3.675 


25010 


200 


' 4,244 


25O10 184GG 


4.754 


25C11 


220 


' 4 -229 


25G11 


. 190E1 


4v447 


25G11 


'.:"-23GA:'-. 


4.867 


25011 


23N 


4,979 


25C12 


22N 


4.110 


25C12 


206 


4.346 


25C12 


210E1 


-4 : ^2;;9:" 


25C13 


210E1 


3.498 


25C13 


22N 


4.615 


25013 


21NE2 


4.928 


25C14 


21CA 


3.785 


25C14 


210 


3.962 


25C14 


2 ICG 


4.659 


2 5C1 4 


23N 


4 . 886 


25015 


21CD 


3.612 


25C15 


20O 


4.791 


25C16 


190E1 


3.851 


25C16 


184NE1 


4.396 


25016 


19CG 


4.960 


2 5C1 6 


184CZ2 


4.990 


25S17 


184NE1 


3.699 


25S17 


184CE2 


3 . 994 


25S17 


19NE2 


4.573 


25S17 


162NE2 


4.811 


25N18 


23CA 


3.310 


25N18 


190E1 


4.019 


25N18 


23N 


4.187 


2SN18 


24N 


4.557 


25N18 


230 


4.840 


25C19 


19NE2 


3.784 


25C19 


190E1 


4.215 


2SC19 


25N 


4.416 
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TABLE XXIII 





OTP 


A 

4 


A ^ A 

* 4 J4 






A A Q A 

4 \. 4 94 


25C19 


25CA 


■ 4 


. 626 


25C19 


230 


A 
4 


. oZZ 






4 • o44i 


25C.19 


24N 


4 


.896 


25C19 


162CA 


A 

4 


Q •) •) 

• * 


2 ON<2 U 


A A A 

20O 


T AAA. 

3 .090 


25N20 


19GD 


3 


.488 


25N20 


19NE2 


J 


/on 


25N20 


19GG 


T TOT 

3 . 707 


25N20 


190E1 


■ 3 


.805; 


25N20 


220 


J 




O ClM A 


1 Q il 1TC1 

lo4NEl 


3.976 


25N20 


.. 20G 


:'4 


;v3l6^ 


25N20 


184CD1 




• 4oo 


: *5 Ckt*5 A 

ZONZ U 


A A XT '•- 

2 2N 


• il ret 

4 . 551 


25N20 


:22G 


•v4J 


.673 


25N20 


21CA 


A 

4 


. ODJ 




lo4G£2 


4 . 906 


25N20 


19CB 


••';:4 


.9J9¥ 


25C21 


162ND1 




♦ 9 Pi, 


- *VC4^A 1 •■• 

25G21 


25SG 


3 . 627 


25C21 162CE1 




.661 




162CG 


J 


• : "7 A A 

• 7 44 


>>cr'Ai 


1610 


3.811 






' : '3; 


. 895 


25C21 162CB 


J 


.972 


2 5C2 1 


190E1 


4 .135 






4 


.169 


25C21 


19NE2 


4 


A AO 

.408 


25C21 


1 A /in 

19GD 


4 . 664 


ZD\-Z± 


1 coktco 


4 


:r724- 


25C21 


isic 


4 


•JCO 

. 759 




184GZ2 


4 .788 


OCAAT 
4- j LZ I 




4 


i;7;8? ; ; 


25C21 




4 


. oU / 


25G2 1 


162N 


4 . 963 








v806 


25C22 




J 


• "1 ' 


<2 DC2 *£ 


25N 


3 • 658 




^yvn : 


3 


;756 


25C22 


23P 


*j 
J 


V ' ' ' 


25G22 


230 


3 .783 


4i ^k»4b4S 




3 


y942 


25C22 


1610 


4 


. 202 


A C/*»A A 


19NE2 


4.2 63 


42 ^V4&*2 




4 


.389 


25C22 


162ND1 


4 


.411 


A C/* A A 


2 ON 


4 .767 


42 3v»42*2 


?ir» 


4 


.797 


25C22 


25C 


4 


.896 


A A a 


lo2GA 


4 . 914 




9 firm 


4 


.985 




*5 CC/5 


2 


.263 




2jC 


2 . 724 






2.817 


25023 


23CA 


2 


;863 


ZDUZ J 


45 JO 


4S . J J J 






2 


•966 


25023 


24N 


3 


.216 




lyNEz 


3.3/1 




2 5GA 


3- 


.468 


25023 


24C 


3 


. 844 


ZDUZ3 


■*) A A* 


>1 A A 1 

4.001 


25023 


23N 


4; 


.229 


25023 


220 


4 


.346 


*5CnA^l 


19GU 


4 . 418 


25023 


26N 


4 


.527 


25023 


25C 


4 .570 




190E1 


A *C A il 

4.594 


25023 


26CD1 


4 


.647 


25023 


22C : 


4 


.750 


I SO'S J 


162ND1 


A ■ ft A /T 

4 . 926 


25023 


240 


■4: 




25C24 


640 


4 


.232 


OCA') >l 


610D1 


il oor 

4 .886 


25C25 


640 


2 


.914 


25C25 


610D1 


4. 


.012 




o4C 


4 .121 


25C25 


65CA 


4.508 


25C25 


61CG 


4 


.803 


25G25 


65N 


4.812 


25C26 


640 


v 3; 


.004 


25C26 


610D1 


3. 


.284 


25C26 


65CA 


3.778 


25C26 


65C ■ ; 


4: 


;006 


25C26 


64C 


4 . 


, 052 


25C26 


66N 


4.292 


25C26 


6 ICG 


4 


.320 


25C26 


65N 


4. 


406 


25C26 


650 


4.498 


25C26 


61CB 


4 


.929 


25C27 


610D1 


3. 


654 


25C27 


640 


4.372 


25C27 


66N 


4 


.515 


25C27 


67CE2 


4. 


579 


25027 


65C 


4.592 


25C27 


65CA 


4 


. 693 


25C27 


61CG 


4. 


839 


25C27 


670H 


4.900 


25G28 


610D1 


4 


.602 


25C28 


670H 


4. 


614 


25C28 


67CE2 


4.849 


25C30 


67CE2 


3 


. 326 


25C30 


66N 


3. 


711 


25C30 


610D1 


3.817 


25C30 


66CA 


3 


. 888 


25C30 


67CD2 


3. 


908 


25C30 


67CZ 


4.039 


25C30 


65C 


4. 


.143 
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TABLE XXm 



25C30 


670H 


4.216 


25C30 


66C 


4.303 


25C30 


650 


4.648 


25C30 


65CA 


4.662 


25031 


67CE2 


2 . 958 


25031 


67CZ 


3.233 


25031 


67CD2 


3.606 


25031 


660 


3 . 722 


25031 


66C 


3.942 


25031 


66CA 


3.994 


25031 


67CG 


4.365 


25031 


65C 


4.521 


2S031 


67N 


4 .754 


25031 


65CA 


4.909 


25C32 


66N 


3.875 


25C32 


67CZ 


4.120 


25C32 


67CE2 


4.188 


25C32 


66C 


4.431 


25C32 


65CA 


4.559 


25C32 


65C 


4.577 


25C32 


67CD2 


4 .797 


25033 


670H 


4.349 


25033 


66N 


; ; 4VjBj?;6; 


25033 


67CE2 


4.948 


25C34 


660 


3.926 


25C34 


66N 


: 4 . 154 


25C34 


65CA 


4.393 


25C34 161C 


4.680 


25C34 


160O 


4.762 


25C34 


65C 


4.835 


25C35 1610 


3.923 


25C35 


160O 


3.934 


25C35 


660 


4.195 


25C35 162N 


4.296 


25C35 


163N 


4.545 


25C35 


160C 


4.652 


25C35 


162CA 


4.717 


25C35 


161N 


4.821 


25C36 


660 


3.516 


25C36 


163CB 


3 .928 


25C36 


163CA 


4. 451 


25C36 


134CB 


4 . 614 


25G36 


66C 


4.739 


25C36 


25SG 


4.777 


25C36 


68SD 


4.793 


25C36 


162N 


4.890 


25C36 


26CB 


4.984 


25C37 


660 


3.229 


25C37 


67CE1 


3.814 


25C37 


209CD2 


4.109 


25C37 


134CB 


4.449 


25C37 


67CG 


4.461 


25C37 


67CA 


4 . 594 


25C37 


68SD 


4.609 


25C37 


68CE 


4.913 


25C37 


67N 


4.944 


25C38 


660 


2.883 


25C38 


163CB 


3 .258 


25C38 


25SG 


3.915 


25C38 163N 


4.010 


25C38 


26CA 


4.069 


25C38 


26N 


4.161 


25C38 


68SD 


4.184 


25C38 


26CG 


4.396 


25C38 


66N 


4 .558 


25C38 


67CA 


4.916 


25C38 


66GA 


4.920 


25C38 


162C 


4.937 


25C39 


25SG 


3 . 557 


25C39 


66N 


3.788 


25C39 : 


1610 


4.207 


25C39 


65G 


4.218 


25C39 


65N 


4.664 


25C39 


161C 


4.925 



25C30 660 4.459 

25C30 67CG 4 . 980 

25031 670H 3.437 

25031 66N 3,758 

25031 67CE1 4.053 

25031 67CD1 4.543 

25C32 660 3 . 869 

25C32 670H 4,127 

25C32 66CA 4.512 

25C32 67CE1 4.683 

25033 67CZ 4.706 

25033 160O 4.987 

25C34 1610 4.291 

25C34 25SG 4.728 

25C34 66C 4.889 

25C35 161C 3.950 

25C35 161CA 4.330 

25C35 25SG 4.661 

25C35 162C 4.844 

25C36 163N 4 . 123 

25C36 162C 4.695 

25C36 160O 4.790 

25C36 161C 4.930 

25C37 67CD1 3.782 

25C37 66C 4.351 

25C37 67CZ 4.520 

25C37 163CB 4.822 

25C37 160O 4.999 

25C38 26CB 3.517 

25C38 66C 4 . 045 

25C38 163CA 4.178 

25C38 26CD1 4.512 

25C38 67N 4.916 

25C39 65CA 3 .532 

25C39 660 4.161 

25C39 26CD1 4.481 

25C39 230 4.951 
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.;W.OLA 


A Q70 


25646 


. 66N ■ . 


2.864 


25O40 


65CA 


2,895 


: oqnio 




1 :.5S'q. 


25O40 


:#|e-' " 


J:. 32 o 


25040 


25SG 


3 > 487 


9^nAn 


oou 




;:2so4;o;L 


(5 6GA ' ■ 


A' -rt ^ J'" ■ 

4.034 


2504.6 


26GG 


4 .074 


-a JUVU - 


OJtt 


■ i : -o6a : v 

li.Jf-.p-;- 


■:i2;S®4^'- 


26NE1 


4.177 


25O40 


66C 


4.186 




"9 in 




. ; 2.5p40v' 


MfiCB . . 


4.291 


25O40 


650 


4.516 




l on 


4 .-. i.D.U 


25N41V 




3.236 


25N41 


1610 ; : ■ 


3 . 370 


25N41 


65CA 


4 .079 


25N41 161C 


4.343 


25N41 


230 


4.777 


25N41 


65N 


4.879 


25N41 


*m "■ ■ 


4.926 


25N42 


25SG 


2.820 


25N42 


230 


3 . 597 


25N42 


23GA 


3.792 


25M42 


23C 


3.925 


i5N42 


65CA 


4.086 


; . : '2 ; 5KMp-; 


1610 


4.156 


25N42 


25GB 


4.397 


25N42 


65N 


-,; 4; :-'5*4:v. 




fisw . :, 


4.705 


25N42 


26CD1 


4.802 


25N42 


24N 


4.905 






3 . 027 


25N43 


66N 


3.312 


25N43 


66C 


3.828 


.;25Kr43# 




4.057 


25N43 


65CA 


4.128 


2$N43 


65C 


4.171: 


25N43 


67G2 


4,741 


25N43 


67CE2 


4.807 


25N43 


67GE1 


4-973 


25*143 


67N 


4,980 
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TABLE XXIV 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 2 ■> IN- < 3 -benzyloxybenzoyl ) ] -2 ' - [N • - (N- 
benzyloxycarbdnyl-L-leucinyl ) ] carbohydrazide . 



Atom 


1 Atom 2 Dist. 


Atom 


1 Atom ; 


I Dist. 


Atom 


1 A t nm ' 


C UxSC . 


;2sW 


:24lpH2 


3.570 


'\J25Gi; 


184CD1 


: ;3:|752 


25C1 


18 APR 


T 7*71 


25C1 


: 184CG 


3.795 


:25C1 


1840 


3.855 


25C1 




V QTQ 


25C1 


184CA 


3 .940 


25C1 


, 18ND2 


4.077 


25C1 


184C 




25C1 


18CG 


; 4 .335 


25C1 


200 


4.526 


25C1 


1 84MF1 




25C1 


184CD2 


4.638 


25C2 


180D1 


2.991 


25C2 


184GD1 




25C2 


184CA 


3 .673 


25C2 


200 


3.682 


25G2 


18CG 


3 Car 


25C2 


TO ji r>r* . 

184CG 


3 . 828 


25C2 


2 ON 


3.856 


25C2 


18ND2 


J • 0;I4 


25C2 


184CB 


3-927 


25C2 


1840 


4.146 


25C2 


19CG 


4 202 


25C2 


1 QVIO 

Jto«C 


4 .23 6 


25C2 


184NE1 


4.236 


25C2 


1830 


4 241 


25C2 


2 OCA 


4.325 


25C2 


20C 


4 . 444 


25C2 


19N 


4 506 


25C2 


184N 


4 .779 


25C2 


2410H2 


4.781 


25C2 


19C 


4 .859 


25C2 


184CD2 


4 .882 


25C2 


183C 


4.942 


25C2 


18CB 


4 .966 


2SC3 


200 


2 .766 


25C3 


184CD1 


3.449 


25C3 


19CG 


3 485 


25C3 


Z:0N. 


3 . 566 


25C3 


18001 


3.700 


25C3 


20C 


3 715 


25C3 


184NE1 


3.945 


25C3 


2 OCA 


3.980 


25C3 


19 CD 


4 ; 274 


25C3 


184CG 


4.298 


25C3 


19C 


4V413 


25C3 


1830 


4 .573 


25C3 ■, 


19N 


4.586 


25C3 


184CA 


4. 627 


25C3 


19 GB 


4 .636 


25C3 


18CG 


4.663 


25C3 


19GA 


4.734 


25C3 


19NE2 


4.739 


25C3 


184CB 


4.805 


25C3 


190E1 


4.890 


25C3 


21N 


4.941 


25C3 


184CE2 


4.965 


25C4 


200 


2.926 


25C4 


184CD1 


3.912 


25C4 


184NE1 


3.991 


25C4 


20C 


4.103 


25C4 


19CG 


4.382 


25C4 


20N 


4.662 


25C4 


184CG 


4.708 


25C4 


20CA 


4.787 


25C4 


19CD 


4.799 


25C4 


184CE2 


4 . 822 


25C4 


180D1 


4.997 


25C4 


2410H2 


4.989 


25C4 


19NE2 


4.989 


25C5 


2410H2 


3 .832 


25C5 


200 


3.929 


25G5 


184CD1 


4.241 


25C5 


184NE1 


4.312 


25C5 


184CG 


4.671 


2505 


184CE2 


4.778 


25C5 


184CD2 


4.987 


25C6 


2410H2 


2.940 


25C6 


184CD1 


4.176 


25C6 


184CG 


4.243 


25C6 


184CB 


4.555 


25C6 


184NE1 


4.583 


25C6 


200 


4.631 


25C6 


184CD2 


4.694 


25C6 


184CE2 


4.889 


25C7 


200 


2.932 
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TABLE XXIV 



OC^T OA/* 

25C7 2QC 


4 


.Q97 


25C/ 




4.319 


25C7 


19CG 


4.452 


2:>C/ 1H4NE1 


4.478 


OCA*) 

2dC / 




A C11 
4 . Dj j 


25C7 


21CA 


4.627 


25C7 2 20 


4 


737 


25C7 


184GD1 


4.756 


25G7 


21N 


4.840 


2 DC / 21C 


4 




2508 


19NE2 


3 .416 


2508 


19CD 


3. 782 


O CAO 1 O X Hire*"! ■■: 

250o Xo4NEX 


1 

■•V* 


951 


2508 


20b 


"it A A -'C 

4 . 046 


2508 


19CG 


4 .180 


2 dOo X9QE1 


A 




2508 


220 


A '■ A A C • 

4 . 4 45 


2508 


184CD1 


4.559 


25Uo X84CE2 




877 


25C9 


19NE2 


4 . 211 


25C9 


184NE1 


4 . 403 


O C/* ft Vaat^ : 

25C9 19CD 


A 
% 


no A 


2 5C11 


162ND1 


A " 4T A A 

4.502 


25C11 


184CZ2 


4.687 


25C11 162CE1 


'"■'A-' 


pep 

a- COO 


25C14 


162ND1 


3 . 3 57 


25C14 162CG 


3.831 


25C14 162GB 


A 
. *± 


not 


25C14 


162CE1 


4.036 


25C14 162CA 


4.368 


25C14 1610 


4 


.489; 


25C14 184CZ2 


4. 614 


25C14 


162CD2 


4.682 


•A,:C/Vl il : ' T-^ 1 ATM 

25G14 1610D1 


'4; 


.720 


25C14 162N: 


4.758 


25C14 162NE2 


4 . 766 


2 SCI 4 161C 


4 


.794 


25C14 


25SG 


A ■'■ t\ A t\ 

4.940 


25015 


162GB 


3.130: 


2D(JlD X02NDX 


3 


.165 


25015 


162CG 


3 .174 


25015 


1610D1 


3.790 


2 3 Ol 3 X62CA 


3 


.794 


25015 


162CE1 


3 . 969 


25015 162CD2 


4.004 


OCA1 C 1 COM 


4 


.125 : 


25015 


184CZ2 


4.191 


25015 


162NE2 


4.407 


ZDUXD lolL 


'.:4. 


.425 


25015 


1610 


A A ■ 

4.436 


25015 137GB 


4. 597 


a jUIj lOlLb 


■4 


.704 


25015 


1370 


A "7 C O • 

4 . 758 


25015 


161CB 


4 . 862 




4 


.953 


25N16 


162MD1 


3 . 293 


25N16 


25SG 


1 O A A 

3 . 828 


Z3IVXD XOXU 


3 


.898 


25N16 


162CE1 


4 . 030 


25N16 


162GG 


A ^ 1 ■ A 

4 .119 


Z31MX0 IDZLn 


4.252 


25N16 


162CB 


a ^ 1 *a 
4 . 323 


25N16 


161C 


A- C^*7 

4 . 537 


Z DIM ID . 


4 


.583 


25N16 


162N 


4 . 723 


25N16 


19NE2 


4 .776 


ZDNX / . 2DoVj 


2. 


.713 


25N17 


1610 


2.829 


25N17 


162ND1 


2:. 962 


95MV7 1 COP! 
Z DWX / XOZUii 


■'3... 


• 321 


25N17 


161G 


3.640 


25N17 


162CG 


3.800 


o^MTT 1 £9r*in 
ZDrJX / lOZLo 


3 : .. 


.840 


25N17 162N 


3 • 876 


25N17 


25 GB 


3 .878 




3 . 


946 


25N17 163N 


4.346 


25N17 162C 


4.395 


Z jWJ. / XOXuA 


4.922 


25N17 


162CD2 


A ft A A 

4 .988 


25C18 


184NE1 


4. 080 


2DUXo XiJNEZ 


4. 


103 


25C18 


184GZ2 


4 .414 


25C18 


162ND1 


4.448 


25C18 162CE1 


4, 


452 


25C18 


19CD 


4 . 549 


25C18 


190E1 


4.597 


25C18 184CE2 


4. 


604 


25C19 


25SG 


1.793 


25C19 


25CB 


3.071 


25C19 1610 


3. 


652 


25C19 


162ND1 


3.659 


25C19 


25N 


4.072 


25C19 25CA 


4. 


137 


25C19 


230 


4.303 


25G19 


162CE1 


4.350 


25C19 162CA 


4. 


352 


25C19 


19NE2 


4 .435 


25C19 


23C 


4.511 


25C19 163N 


4. 


621 


25C19 


23CA 


4.646 


25C19 


161C 


4 . 687 


25C19 162CG 


4. 


766 


2 SCI 9 


190E1 


4.843 


25C19 


25C 


4 . 879 


25C19 26N 


4. 


949 


25O20 


25SG 


2.529 


2 5020 


25CB 


3.171 


25O20 19NE2 


3. 


371 


25O20 


23GA 


3.588 


25O20 


23C 


3.681 
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TABLE XXIV 



2502 0 
25O20 
25020 
25020 
25C21 
25C21 
25C22 
25G22 
25C23 
25C23 
25023 
25C24 
25C24 
25C24 
25C25 
25C25 
25C25 
25C25 
25C26 
25C26 
25G26 
25C26 
25C27 
25C27 
25028 
25028 
25028 
25C29 
25C29 
25030 
25O30 
25O30 
25C31 
25C31 
25C31 
25C31 
25C32 



25N 
25CA 
24N 
24C 
1580 
160N 
160CD1 
209CD2 
160CD1 
160CB 
160CG 
160CB 
160N 

67CE1 
160N 
160CA 
160CD1 
158C 
160CB 
160CA 
1S9C 
159N 
670H 
67CZ 
160C 
161N 
161C 
1610 
660 
67CE1 
67CZ 
670H 
1610 
163CB 
1.606 
162C 
66C 



3 . 725 

4.076 

4. 306 

4.875 

3.615 

4.442 

3.593 

4.511 

4 . 157 

4.279 

4.625 

3.993 

4.617 

4.808 

3 . 593 

3.958 

4.653 

4.995 

3 .661 

4.096 

4.497 

4 .714 

4.363 

4.684 

3.644 

4.476 

4.988 

4.438 

4.888 

3.985 

4.313 

4.687 

3.206 

4.458 

4.531 

4.753 

3.901 



25O20 
25O20 
25O20 
25O20 
25C21 
25C21 
25G22 
25C22 
25C23 
25C23 
25C23 
25C24 
25C24 
25C24 
25C25 
25C25 
25C25 
25C26 
25C26 
25C26 
25C26 
25C26 
25C27 
25C27 
25028 
25028 
25C29 
25C29 
25C29 
25030 
25030 
25030 
25C31 
25C31 
25C31 
25C31 
25C32 



230 
190E1 
162CE1 

23N 
160CG 
158C 
160CG 
209CD1 
209CD2 
1600 

67CZ 
160C 
160CD1 

670H 
160CB 
160C 
159C 
1580 
160CG 
160CD1 
159CA 
158CA 

67CE1 
160CB 
161CA 
160CA 
1606 
161CA 
67CE1 
660 
1600 

67CG 
161C 
163N 
161CA 
162CA 
163CB 



3.770 

4.231 

4.450 

4.969 

3.707 

4.580 

4.157 

4.980 

4.159 

4.519 

4 .894 

4.419 

4.665 

4.862 

3. 664 

3.985 

4.710 

2.899 

3.791 

4.159 

4.565 

4.955 

4.376 

4.754 

4.394 

4.624 

3.266 

4. 632 

4.893 

4.035 

4.446 

4.823 

3 .941 

4.486 

4.598 

4.857 

4.205 



25O20 
25O20 
25O20 
25C21 
25C21 
25C21 
25C22 
25C22 
25G23 
25C23 
25C24 
25C24 
25C24 
25C25 
25C25 
25C25 
25C25 
25C26 
25C26 
25C26 
25C26 
25C27 
25C27 
25028 
25028 
25028 
25C29 
25C29 
2 5C2 9 
25030 
25030 
25O30 
25C31 
25C31 
25C31 
25C32 
25C32 



162ND1 

19GD 
1610 
160CD1 
160CB 

; : i6:oga ; -;' 

160 GB 
67GE1 

160CG 

1606; 

158(0 
16066 
159CA 
160N 
158C '.' 
1606 
160C 
1600 
160G 

160CB 
1610 
160C 
161C 
161N 
67CD1 
66C 
67CE2 
660 
25SG 
162N 
660 
26CB 



^.071 
4.248 

3.983 
T4.835 

";^82v 
4.986 
4.205 
4.S88 
3 . 474 
4 . 596 
4.704 
3.271 
3 .952 
4.302 
4.972 
3.477 
3.973 
4.202 
4 . 606 
3.338 

44:.;512 : :. 
2.420 

4.791 
4.959 
4.256 
4.682 
4.858 
3.994 
4.527 
4.697 
2.742 
4. 317 
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TABLE XXIV 



25C32 


66N 


4.512 


25C32 


67GA 


4 


, 651 


25C32 


1610 


4 


• 691 


25C32 


67N 


4.724 


25C32 


68SD 


A 


771 


25G32 


66CA 


4 


.830 


25C33 


660 




25C33 


68SD 




TOO 


25C33 


163CB 


3 


.798 


25C33 


209CD2 


4 .102 


25C33 


68CE 


A 




25C33 


134GB 


4 


w330 


25G33 


67CA 


4.465 


25C33 


66G 


4 


♦ JJ o 


25C33 


67CD1 


4 


. 678 


25C33 163GA 


4.689 


25033 


26GB 


• 4 




25C33 


163N 


A: 

4 


.950 


25C34 


134CB 


3.099 


25C34 


163 GB 




• JOJ 


25C34 209CD2 


3 


> 879 


25C34 134CA 


3 . 973 


25C34 163CA 


1 


: OQil: 


25034 


163N 


A 

4 


.154 


25C34 


68SD* 


4.317 


25C34 


1620 




xaa 


25G34 162G 


4 


.346 


25C34 


68CE 


4.364 


25C34 


1600 


.:yA 
■ 




25C34 1610 


4 


.819 


25C34 


660 


4; 910 


25C34 


161G ■■■■ 


■ 






ly.;JW::. 


4 


.972 


25C34 


134C 


4; 977 


25C34 


•••134N\; 


A 

■ : T*. 


QQT 






• ■T : 

' J:; 


vl74 


25C35 


67CD1 


3 .240 


25C35 


660: 




- cop 

• WOO 


25C35 


67PA 


■ ■ 1 • 

s 


•813; 


25C35 


67CE1 


3 . 87 1 


25C35 


67CG 


X 






67CS 


A 

4 


• 168 


25035 


68SD 


4. 179 


25C35 


209CG 


;4 


.360 


25C35 


6ftf"P 

DOLL 


' A 

4 


ion 
.389 


25C35 


' 66C 


4.393 


25C35 


2340H2 




.424 


25C35 


67N 


4 




25C35 


134CB 


4.642 


25C35 


68N 


4 


;66l 


25C35 


67C 


A 


oh*a ' 
• ovj 


25C35 


67CZ 


4.930 


25C35 


67CD2 


■ 4 


.976 


25C36 


1610 


Or 




25C36 


25SG 


3 .829 


25C36 


SJ \J\J . 


;4 


.065 


25G36 


161C 


'A'.' 




25C36 


66N 


4.338 


25C36 


■ 65CA 


■:p 


.529 


25C36 


26CD1 




QAQ 

. y.4o 


25C36 


163N 


4.963 


25C36 


26CB 


\S: 


•OOP 


25037 


66N 


J. 




25037 


6SCA 


3 .411 


25037 


660 


'-.3:' 


;590 


25037 


65c 


J 


«.o%D.. 


25037 


1610 


4.314 


25037 


66CA 


4 .368 . 


25037 


66C 




. Jo J 


25037 


26CD1 


4.400 


25037 


25SG 


••4- 


.578 


25037 


65N: 


A 


.;/ OP; ..: 


25037 


640 


4.804 


25037 


26CB 


4 


.911 


25037 


26GG 






25N38 


1610 


2.583 


25N38 


25SG 


2 


.797 


25N38 


161G 






25N38 162CA 


4 301 


2SN38 


163N 


4 


.348 


25N38 


162N 


4. 


.:.4i97: ; : 


25N38 


25GB 


4.579 


25N38 


162G 


4. 


.720 


25N38 


161CA 


4l 


814 


25N38 


163CB 


4.921 


25N39 


25SG 


2. 


. 623 


25N39 


1610 


3- 


421 


25N39 


230 


3.947 


2SN39 


25 GB 


4. 


;194 


25N39 


23C 


4. 


527 


25N39 


161C 


4 . 625 


25N39 


65CA 


4. 


670 


25N39 


25N 


4, 


673;- 


25N39 


23CA 


4.780 


25N39 


25CA 


4. 


961 


25N39 


162CA 


4. 


964 


25N40 


160O 


3.177 


25N40 


1610 


3 . 


216 


25N40 


161C 


3, 


641 


25N40 


161CA 


3. 804 


25N40 


160C 


4. 


036 


25N40 161N 


4. 


304 


25N40 


162N 


4 . 578 


25N40 


660 


4. 


918 
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TABLE XXV 

Table of distances in; to inhibitor 
and protein for al| : ^ of the 

inhibitor 4 - [N- [ (phenylmethoxy) carbonyl ] -L-leucyl ] -1 - [n- 
[ (phehylmetho^^ 

Atom 1 Atom 2 Dist. Atom 1 Atom 2 Di^t . Atom 1 Atom 2 Dist , 



25C1 


1840 


4 


.017 


25C1 


184GD1 


4 


.233 


25C1 


1 fldff; 


A OH A 


25C1 


184GB 


4 


.338 


25C1 


184CA 


4 


.431 


25C1 




A CjDr 


25C1 


184C 


4 


. 634 


25C1 


184NE1 


4 


. 872 


25C1 




A OQO 


25C2 


200 


3 


.689 


25G2 


20C 


4 


. 194 


25C2 




A OKA 


25C2 


184CD1 


4 


.266 


25C2 


20N 


4 


.386 


25C2 -; 


2 OCA 


A TLQA 


25C2 


19CG 


4 


.696 


25C2 


isobi 


4 


.707 


25C2 




A 711 


25C2 


184CG 


4 


.742 


25C2 


184CA 


4 


.975 ■ 


25C3 


200 


3 755 


25C3 


184CD1 


4 


.039 


25C3 


184NE1 


4 


087 


25C3 ; 


21NE2 


4 111 

tB • XXX 


25C3 


20C 


4 


.569 


25G3 


19CG 


4 


• 678 


25C3 ; 


184CG 


4 714 


25C3 


184CE2 


4 


.790 


25C3 


; : - 19CD 


4 


.992 


25C4 ■ 


184NE1 


3 514 


25C4 


184CD1 


3 


.761 


25C4 


184CE2 


3 


.871 


25C4 


184CG 


4 236 


25C4 


184CD2 


4 


.302 


25C4 


184CZ2 


v; 4' ; 


.446 


25C4 


21NE2 


4 * 858 


25C5 


184CE2 


3 


.679 


25C5 


184NE1 




,687 


: :: 25G5K 


184CD2 


3 688 


25C5 


184CD1 


3 


.704 


25C5 


184GG 




Mi '• 


25C5 


184CZ2 


4. 317 


25C5 


184CE3 


4 


.332 


25C5 


184GB 


J f 




v#5C5..i 


184CH2 


4 .847 


25C5 


184CZ3 


4 


.856 


25C6 


184CG 


3 


;747 


25C6 


184CD1 


3.955 


25C6 


184CB 


3 


.964 


25C6 


184CD2 


4 


.101 


:,2l|6:.. 


1840 


4.262 


25C6 


184NE1 


4 


.395 


25C6 


184CE2 


:,4i\ 


.487 


• ; 25§6:. 


184CA 


4.531 


25C6 


184CE3 


4. 


.701 


25C6 


^84c;.-;- 


4 , 


.882 


25C7 


184NE1 


3.584 


25C7 


184CE2 


3, 


.808 


25C7 


184CZ2 


3, 


.945 


25C7 


184CD1 


4.327 


25C7 


184CD2 


4, 


.651 


25C7 


184CH2 


4. 


.855 


25C7 


184CG 


4.925 


2508 


184NE1 


3. 


.393 


2508 


184CE2 


vj:. 


.944 


2508 


184CZ2 


4.069 


2508 


184CD1 


4. 


.312 


2508 


19NE2 


4. 


.602 


12508 


19CD 


4 .825 


25C9 


184NE1 


3. 


,291 


25C9 


184CZ2 


3. 


.627 


25C9 


184CE2 


3.765 


25C9 


162ND1 


3. 


949 


25C9 


162CE1 


4> 


.256 


25C9 


184CD1 


4.478 


25C9 


19NE2 


4. 


492 


25C9 


190E1 


4. 


778 


25C9 


19CD 


4.791 


25C9 


184CH2 


4. 


870 


25O10 


184NE1 


2.688 


25O10 


162ND1 


2 . 878 


25O10 


162CE1 


3. 


073 


25O10 


184CE2 


3. 


353 


25010 


184CZ2 


3.407 


25010 


190E1 


3. 


804 


25O10 


184CD1 


3. 


882 


25010 


19NE2 


3 . 911 


25010 


19CD 


4. 


053 


25O10 


162CG 


4. 


083 


25010 


162NE2 


4 .247 


25O10 


184CD2 


4. 


680 


25O10 


184CH2 


4. 


748 


25010 162CD2 


4.767 


25010 


162CB 


4. 


822 


25010 


25CB 


4. 


894 


25010 


184CG 


4 . 921 


25010 


25SG 


4. 


959 


25C11 


1610 


3. 


603 


25C11 


162ND1 


3.785 
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25C11 162CB 


4.170 


25C11 




•4,352 


25C11 


184CZ2 


4.547 


25C11 161C 


4.651 


25C11 


1610D1 


4.678 


25C11 


162CE1 


4.739 


25C11 162CA 


4.759 


25C12 1610 


3.598 


25C12 


1610D1 


3.692 


25C12 16 ICG 


4. 426 


25C12 


: : -;;i6iG : y 


4.497 


25C12 


162CB 


4. 500 


25C12 161CB 


4.644 


25C12 


162ND1 


4.828 


25C13 


1610D1 


3 . 668 


25C13 1370 


3.927 


25C13 




4.080 


25C13 


138N 


4.272 


25C13 184CZ2 


• 4.318 


25C13 


138CA 


4.377 


25G13 


137CB 


4.500 


25C13 143NE2 




V2|p^) 




;.:-4>i ; 603-. 


25C13 


1610 


4.651 


25C13 184CH2 






162CB 


4.732 


25C13 


137CA 


4.757 


25C14 143NE2 


' '-3 •:452^ ; 




184CZ2 


4.059 


25C14 


1370 


4 . 191 


25C14 184CH2 




25C14 


143CD 


4.676 


25C14 


13 7C 


4.726 


25C14 138CA 


.-■4;::757:'.- 


25C14 


13 8N 


, 4,988 


25C15 


1610D1 


3.025 


25C15 138CA 


3.182 




138N 


3.231 


25C15 


137C 


3.477 


25C15 138CB 


3.598 






: : A3^i6 ; '-- 


25C15 16 ICG 


3.781 


25C15 137CA 


4,362 


j>2 : 50l5j 


161ND2 


4.367 


25C15 


13 7N 


4.495 


25C15 138C 


4.523 


^:25G.15.i 


137CB 


^4^599 


25C15 


143NE2 


4 . 610 


25C15 1380G 


: 4.662 




161CB 


7^. : :679: 


25C15 


1380 


4. 905 


25C15 1610 


4.924 


|2|Gl6j 


1610 


3.101 


25C16 


162ND1 


4.231 


25C16 161C 




^25p^6;: 


162CB 


::: 4;: - : 56i;; 


25C16 


25SG 


4.612 


25C16 162CA 




25C16 


162CG 


/4^#?6: ■ 


25C16 


162N 


4.992 


25017 1610 




■; : ;25oi7;; 


161C 


■ l&6jSl:' 


25N18 


1610 


3.143 


25N18 2SS6 


■-■3 : .^01fv 




162ND1 


3.608 


25N18 


162CA 


4.088 


25N18 162CB 


■ 4-239 


25N18 


161C 


4.252 


25N18 


162CG 


4.379 


25N18 25GB 


4.462 


^ZSNliBv 


162CE1 


4,653 


25N18 


162N 


4.681 


25N18 19NE2 


4.948 


25N18 


23CA 


4.995 


25C19 


25SG 


2.850 


25C19 1610 


3.592 


: ; 2s£§r 


^:2.i;GA- v . 


4.261 : 


25C19 


25CB 


4.284 


25C19 162ND1 


4.530 


25C19 


23C 


4.535 


25C19 


162CA 


4.545 


25C19 161C 


4.613 


25C19 


230 


: ::-4>^25- ' 


25C19 


25N 


4.814 


25N20 184CZ2 


4.159 


25N20 


162ND1 


4.342 


25N20 


184NE1 


4 . 452 


25N2G 184GE2 


4.669 


25N20 


:|6:2GE1; 


;:4 ,970 


25C21 


1610 


3.074 


25C21 25SG 


• 3 ; 220 




^IG^:;. 


3.894 


25C21 


162CA 


4.288 


25C21 162N 


4 . 439 




65CA 


4 .747 


25C21 


161CA 


4.860 


25C21 25CB 


4 . 980 


25C22 


25SG 


1.762 


25C22 


25CB 


2.996 


25G22 25N 


3 .317 


25C22 


25CA 


3,720 


25C22 


23C 


3.769 


25C22 23CA 


3.914 


25C22 




4 .043 


25C22 


24N 


4.052 


25C22 19NE2 


4.196 


25C22 




4.394 


25C22 


162ND1 


4.399 


25C22 26N 


4.510 


25C22 


•;. 25CMV . 


4.601 


25G22 


1610 


4.652 


25C22 24CA 


4.697 


25C22 


162CA 


4.792 . 


25C22 


163N 


4.837 


25C22 26CD1 


4.881 


25023 


25SG 


2.430 ; 


25023 


25N 


2.866 


25023 25GB 


2.896 


25023 


.' 19NE2 


3.003 


25023 


23CA 


3.259 


25023 23C 


3 . 263 


25023 


24N 


3.328 


25023 


25CA 


3 . 459 


25023 230 


3.894 


25023 


24C 


3.945 


25023 


19CD 


4.004 


2S023 190E1 


4 .163 


25023 


24CA 


4.166 


25023 


220 


4.360 



•n i 



WOW/16177 



PCT/US96/17512 " 




'. 25023 IB^^:^^^^^ ■ i; -^S^i ' 25023 25C 4 .653 

25023 26N 4.784 25023 22C 4.908 25023 162CE1 4.912 

25C24 590 3.356 25C24 610D2 4.112 25C24 60CA 4.139 

25C24 61N 4.252 25C24 60ND2 4.327 25C24 60C 4.397 

25C24 67CE2 4 .413 25C24 59C 4.424 25C24 67CD2 4 .649 

25C24 61CB 4.711 25C24 60N 4,781 2SC24 650 4.810 

• 25C24 66CA 4.888 25C24 61GG 4.890 25C25 610D2 2! 979 

25C25 61CB 3^456 25C25 61N / 3.582 25C25 61CG 3.623 

25C25 650 4.058 25C25 60C 4.074 25C25 61CA 4.084 

25C25 590 4.120 25C25 60CA 4.277 25C25 610D1 4.827 

25C25 65C 4.828 25C25 600 4.832 25G25 66GA 4.907 

25C26 61CB 3.331 25C26 650 3.342 25G26 610D2 3.552 

25C26 61CG 3.818 25C26 61N 3.860 25C26 65C 3.890 

25C26 61CA 4.226 25C26 640 4.287 25C26 66N 4.362 

25C26 66CA 4.392 25C26 60C 4.694 25C26 65CA 4.697 

25C26 64C 4.855 25C26 610D1 4.925 25C26 60CA 4.944 

25C27 650 3.537 25C27 . 65C 3.661 25C27 66N 3.764 

25C27 66CA 3.789 25C27 67CE2 4.460 25C27 65CA 4.463 

25C27 640 4.501 25C27 61CB 4.521 2SC27 66C 4.533 

25C27 61N 4.713 25C27 67CD2 4.833 25C27 67CZ 4.873 

25C27 610D2 4.935 25C27 660 4.986 25C28 67CE2 3.131 

25C28 67CD2 3.493 25C28 67CZ 3.739 25C28 66CA 3.757 

25G28 670H 4; 121 25C28 66C 4.151 25C28 66N 4.180 

25C28 67CG 4.339 25C28 650 4.368 25C28 67N 4.383 

25G28 65C 4.453 25C28 67CE1 4.537 25C28 60ND2 4.576 

25C28 660, 4-719 25C28 67CD1 4.789 25C29 67CE2 3.099 

25G29 67CD2 3.367 25C29 60ND2 4.065 25C29 590 4.096 

25C29 67CZ 4.107 25C29 66CA 4.348 25C29 67CG 4.510 

25C29 670H 4.532 25C29 67N 4.689 25C29 6 OCA 4.697 

25G29 66C 4.785 25C29 700D1 4.794 25C29 650 4.942 

; 2 5C30 65C > 31364 25C30 66N 3.477 25C30 650 3.676 

25G30 65CA 3.705 25C30 640/ 3.715 25C30 66CA 3. 996 

25C30 64C 4:.521 25C30 65N 4.571 25C30 66C 4.606 

25C30 660 4.690 25031 66N 4.304 25031 65C 4.471 

25031 670H 4.497 25031 67CZ 4.562 25031 65CA 4.615 

25031 640 4.643 25031 66CA 4.801 25031 660 4.804 

25031 67CE1 4.862 25031 67CE2 4.899 25031 650 4.995 

25031 66G 4.998 : 25C32 660 4.210 25C32 66N 4 .247 

25C32 65CA 4.648 25C32 65C 4 .675 25C32 67CE1 4.683 

25G32 66C 4.745 25G32 67CZ 4.797 25C32 66CA 4.862 

25C32 670H 4.906 25033 67CE1 4.116 25033 67CZ 4.445 

25033 670H 4,485 25033 660 4.628 25033 67CD1 4.718 

25033 2530H2 4.812 25033 1600 4.869 25C34 660 3.728 
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25034 


66N 


4.086 


25C3 4 


65CA 


4.283 


25C34 


65C 


4 .685 


25C34 


25SG 


4.701 


\ /25C34 1 


66c; 


4.710 


25C34 


1610 


4.715 


25C34 161C 


4.780 


25C35 




3.094 


25C35 


660 


4.237 


25C35 


68GE 


4.248 


25C35 




4.449 


25C35 163CB 


4.779 


\. 25C35 


163N 


4 . 929 


25G35 


66CA 


4 . 993 


25C36 


660 


4.248 


25C36 


134CB 


4.455 


25C36 209CD2 


4.608 


25C36 


68CE 


4.627 


; 25C36 


160O 


;4 ; ;;6J3;9r 


25C36 


162N 


4.700 


25C36 160C 


4.804 


;V2:5G3:6i. 


161C 


4.832 


25C36 


161CA 


4 . 852 


25C36 


67CD1 


4.855 


25C36 


67CE1 


4.866 


25G36 




4.905 


25C36 


160CB 


4. 964 


25C37 162N 


' 3.453 


25G37 134GB 


3.566 


25C37 


162C 


3.722 


V25G37 


163N 


3 .858 


25C37 


1620 ' 


3.881 


25C37 


161C 


3.888 


25C37 


16 IN 


4.019? 


25G37 162GA 


4.040 


25C37 


161CA 


4 .109 


25C37 


16 OC 


4.197 


25G37i 


163CA 


4,335 


25C37 


163CB 


4.414 


25C37 


1600 


4.461 


25G37 


160CB 


4.479 


25C37 


134CA 


4 .485 


25C37 


16 lO 


4.643 


25G37 


160CA 


4.832 


25C37 


68CE 


4.842 


25C37 


209CD2 


4.996 


25G38 


209CD2 


3 . 377 


25C38 


67CD1 


3.746 


25C38 


670E1 


3 . 972 


25C38 


68CE 


4.019 


25C38 


134 GB 


4.063 


25C38 


660 


4.117 


25C38 


209CG 


4.387 


25C38 


67CG 


4.813 


25C38 


67CA 


4.927 


25C39 


65CA 


3.495 


25C39 


25SG 


3.606 


25C39 


66N 


3.612 


25C39 


660 


3.741 


25G39 


26CD1 


4.029 




65G 


4. d99 


25C39 


26GB 


4.554 


25C39 


26CG 


4.652 


25C39 


66C 


4.666 


25C39 


65N 


4.740 


25C39 


26N 


4.747 


"25C39 


66CA 


4.755 


25C39 


230 


4.898 


25C39 


1610 


4.941 


25040 


66N 


2.789 


25O40 


660 


2.930 


25O40 


26CD1 


2 . 937 


;2SO40 


65CA 


3.211 


25O40 


26GB 


3 . 444 


25040 


26CG 


3.455 


25040 


65C 


3.479 


25040 


660 


3.767 


25040 


66CA 


3 .842 


;25O40 : 


25SG 


3.892 


25O40 


26N 


3 . 999 


25O40 


26NE1 


4.011 


25040 


26CA 


4.273 


25O40 


65N 


4.534 


25040 


230 


4.581 


25040 


26CD2 


4.697 


25O40 


650 


4.703 


25O40 


68CE 


4.926 


25O40 


26CE2 


4.943 


25O40 


2SN 


4.988 


25N41 


25SG 


2.879 


25N41 


65CA 


3,789 


25N41 


1610 


4.253 


25N41 


230 


4.382 


25N41 


26CD1 


4. 417 


25N41 


66N 


4.577 


25N41 


25CB 


4.611 


25N41 


23C 


4.734 


25N41 


65N 


4.734 


25N41 


650 


4.774 


25N41 


25N 


4 . 800 


25N41 


161C 


4.855 


25N41 


26N 


4.870 


25N41 162CA 


4.874 


25N41 


163N 


4.932 


25C42 


25SG 


2 . 470 


25G42 


230 


3.257 


25C42 


23G 


3 .448 


25C42 


25N 


3.529 


25C42 


26CD1 


3.714 


25C42 


65CA 


3.771 


25042 


25CB 


3.843 


25042 


23CA 


3.956 


25C42 


24N 


3.966 


2SC42 


26N 


4.147 


25C42 


25CA 


4.156 


25C42 


24C 


4.282 


25C42 


24GA 


4.390 


25042 


65N 


4.469 


25C42 


26NE1 


4.524 


2 5042 


25C 


4.662 


25C42 


26CG 


4.728 


25C42 


66N 


4.771 


25C42 


65C 


4.825 


25042 


26CB 


4 . 981 


25N43 


66N 


3.501 


25N43 


65CA 


3 . 665 


25N43 


660 


3.722 


25N43 


65C 


3.917 


25N43 


66C 


4.394 
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2SN43 66CA 
25N43 65N 



TABLE XXV 

4.413 25N43 640 4.690 25N43 650 
4.930 



4.923 
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TABLE XXVI 

Table of distances in Angstroms between atoms of the inhibitor 
arid protein for ail I protein atoms within 5 Angstroms of the 
inhibitor 4- [N- ( (4-pyridylmethoxy) carbohylJ ^L-leucyl] -1-(N- 
[ (phenylmethoxy) carbonyl ] -L-leuc^l] ^3-p^rolidinone/ 



Atom 


1 Atom 2 


: Dist. 


Atom 


1 Atom 2 Dist . 


Atom 


1 Atom 2 


Dist. 


25C1 


2420H2 


3.241 


25C1 


180D1 


3 446 


25C1 


184CD1 


3 . 907 


25C1 


184CB 


3.929 


25C1 


184CG 


mj • J T» X 


25C1 


184CA 


4.202 


? 25C1 


18CG 


4.369 


25C1 


18ND2 


4.563 


25C1 


184NE1 


4.640 


25C1 


1840 


4.676 


25C1 


184CD2 


4 . 729 


25G1 


184C 


4.752 


25G1 


2 1NE2 


4. 852 


25C1 


2 ON 


4.956 


25G2 


184CD1 


3.751 


25C2 


184CG 


3.778 


25C2 


184NE1 


4 .100 


25C2 


184GD2 


4.156 


25C2 


184GB 


4 . 179 


25C2 


184CE2 


4 .339 


25C2 


2420H2 


4 .411 


2SG2 


180D1 


4.705 


25C2 


184CA 


4 .841 


25C2 


184CE3 


4. 910 


25C3 


184NE1 


3.789 


25C3 


184CD1 


3 , 817 


2503 


184CE2 


4.203 


25C3 


184CG 


4.246 


25C3 


184CD2 


4 475 


25C3 


200 


4.505 


2SC3 


184CZ2 


4.908 


25C3 


21NE2 


4 969 


25C4 


200 


3.140 


25C4 


19CG 


4.004 


25C4 




A OH 


25G4 


184CD1 


4.042 


25C4 


184NE1 


4.079 


25C4 




A "X&H 
%.m JD / 


25C4 


20N 


4.403 


25C4 


19CD 


4.509 


25C4 


20CA 


4 . 543 


25C4 


210E1 


4.778 


2504 


184CG 


4.809 


25C4 


180D1 


4.811 


25C4 


184CE2 


4.867 


25C4 


21CD 


4.895 


25C4 


19NE2 


4 . 938 


25G4 


21N 


4.965 


25C5 


200 


2 .695 


25C5 


2 ON 


3.202 


25G5 


20C 


3 .263 


25C5 


20CA 


3.407 


25C5 


18001 


3.589 


25C5 


19GG 


3 .659 


25C5 


21NE2 


3.950 


25C5 


19C 


4.127 


25C5 


184C01 


4.183 


25C5 


2 IN 


4 . 369 


25G5 


2420H2 


4.392 


25G5 


18CG 


4 . 548 


25C5 


19CD 


4.599 


25C5 


184NE1 


4.619 


25C5 


19N 


4.620 


25C5 


19GA 


4. 668 


25C5 


19CB 


4.730 


25C5 


21CD 


4.753 


25CS 


18ND2 


4,801 


25C5 


190 


4.927 


25C5 


184CG 


4.931 


25C5 


1830 


4 . 975 


2 5C5 


210E1 


4.987 


25C6 


180D1 


2 . 695 


25C6 


2420H2 


3.232 


25C6 


2 ON 


3 . 572 


25C6 


18CG 


3.627 


25C6 


18ND2 


3.837 


25C6 


2 OCA 


3 . 842 


25C6 


20O 


3.869 


25C6 


184C01 


4.122 


25G6 


20C 


4.133 


25C6 


21NE2 


4.219 


25C6 


19CG 


4.448 


25C6 


184CA 


4 . 454 


25C6 


184CG 


4.538 


25G6 


184CB 


4.595 


25C6 


19N 


4.613 


25C6 


19C 


4.668 
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TABLE XXVI 



25C6 


1830 


4 


• 825 


25C6 : 


2440H2 


A 


.841 


25C6 


184NE1 


4 


. 878 


25G7 


200 


2 


. 832 


25C7 


'■ 19GG 


3 


,901 


:25G7 


20G 


3 


.960 


e^**7 

25C7 


19CD 


4 


. 075 


25C7 


19NE2 


.. 4 


. 108 


2507 


' ■,'220/ ; '. 


4 


.387 


25C7 


184NE1 


4 


.479 


25C7 


22N 


4 


.658 


'?25C7';: 


21CA 


4 


.703 


25C7 


190E1 


4 


.733 


25C7 


(210E1 


4 


.734:: 


2507 


• v :2lN : 


4 


.779 


25C7 


184C01 


4 


. 791 


25C7 


20N 


4 


.797 


2507 


21NE2 


4 


.850 


25C7 


2 OCA 


4 


;870 


2508 


200 


4 


.185 


2508 


184NE1 


4 


. 318 


2508 


19NE2 


4 


.505 


2508 


19CD 


4 


.575 


2508 


19CG 


4 


.801 


2508 


184CE2 


4 


.904 


2508 


: 184GD1 


4 


.980 


2508 


190E1 


4 


.989 


25C9 


184NE1 


3. 


.701 


25C9 


19NE2 


4 


.091 


25G9 


19GD 


4 


.179 


2SC9 


184CE2 


4. 


.209 


25C9 


184GZ2 


4, 


.214 


25G9 ' 


190E1 


4 


.322 


25C9 


162CE1 


4. 


.669 


25C9 


184CD1 


4. 


680 


2^09 :.: 


V19GG 


4. 


819 



25O10 184NE1 2.553 25010 184CE2 3.148 25010 184CZ2 3.297 

25O10 190E1 3.438 25O10 19CD 3.591 25O10 184GD1 3.650 

25O10 162CE1 3.653 25O10 19NE2 3.822 25O10 162ND1 4.295 

25010 19GG 4.332 25O10 184CD2 4.379 25O10 162NE2 4.393 

25O10 184CH2 4.579 25O10 184CG 4.611 25C11 162ND1 3.950 

25C11 162CE1 4.196 25C11 184CZ2 4.648 25C11 19NE2 4.924 

25C11 162CG 4.968 25C12 162ND1 4.717 25C12 1610 4.982 

25C13 1610D1 4.017 25C13 162ND1 4.533 25C13 161CG 4.712 

25C13 1610 4.749 25C13 184CZ2 4.831 25C13 162CB 4.860 

25C13 162CG 4.864 25C13 1370 4.980 25G14 1610D1 3.145 

25C14 162ND1 3 .354 25C14 162CB 3.366 25G14 162GG 3.508 

25C14 1610 3.685 25C14 161C 3.990 25C14 162GA 4.004 

25C14 161CG 4.037 25C14 162N 4.168 2SC14 162CE1 4.261 

25C14 137CB 4.367 25C14 161CB 4.378 25C14 162CD2 4.476 

25C14 184CZ2 4.641 25C14 137C 4.815 25C14 162NE2 4.847 

25G14 161CA 4.867 25C14 1370 4.907 25G14 137CA 5.000 

25G15 1370 4.063 25C15 184CZ2 4.064 25C15 184CH2 4.220 

25C15 137C 4.530 25C15 1610D1 4.738 2SC15 138CA 4.806 

25C15 138N 4.887 25C15 137GB 4.908 25G16 162ND1 4.014 

25G16 25SG 4.159 25C16 19NE2 4.348 25G16 162CE1 4.375 

25C16 23CA 4.579 2SC16 1610 4.665 25017 23CA 3.462 

25017 19NE2 3.921 25017 23C 4.371 25017 23N 4.429 

25017 220 4.568 25017 25SG 4.579 25017 22C 4.858 

25017 19CD 4.877 25017 230 4.921 25017 24N 4.983 

25N18 25SG 3.257 25N18 162ND1 3.402 25N18 1610 3.468 
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TAB^XXVl 



25N18 


162CE1 


4 • UoX 


25N18 


25 GB 


4.457 


25N18 162CG 


4.523 


25N18 


161C 


H v D O if 


25N18 


162CA 


• -'A"' C O 

4 .582 


25N18 162CB 


4.845 


25N18 


19NE2 


A QCQ 

4 . 03.7 


25G19 


25SG 


• ' ft: ■••^rt il- 

^ .794 


25C19 1610 


3.684 


25C19 


25CB 


A *V1 A 

4.234 


25C19 


162ND1 


•• : .'ft! : ji:** 

: 4.247 


25G19 


23GA 


4.366 


25C19 


230 


4 . 45 / 


25C19 


23C 




25C19 


25N 


4 . 673 


25C19 16 1G 


A QIC 

4 . 876 


25G1? 162CE1 


4.889 


25C19 


19NE2 


4.898 


2SN20 


19NE2 


A "it. 1 ■ "5 

4 .613 


25N20 184NE1 


4.773 


25iJ20 


i84CZ2 


4.805 


25N20 


162CE1 


A ft ^ ^ ■ 

4 .936 


ft C »Tft ft 

25N20 


19CD 


'• : ::4 : :.:99 : i. • 


25G21 


1610 


2.879 


25C21 


25SG 


3 .218 


25C21 


161C 


Mo 4% 


2SC21 


162CA 


4.631 


2SC21 162N 


>l oil 

4 .811 


25C21 


65CA 


4^831 


25C21 162ND1 


4.843 


25C2r 


25GB 


' jl: ft n ft 

4 . 939 


2 5C21 


163N 


: ; ;i 4^ : 97 : 6. : - 


: 25C22 


25SG 


1.746 


25C22 


25 GB 


2 • 98 0 


OCT/**)*) 

25C22 


25N 


3.156 


25C22 


25CA 


3.592 


25C22 


230 


o *7 ft ft 

3 . 702 


25C22 


" ft fty« •• 

23 C >: -;■: 


; : ,3Vi-7i2;'. 


25C22 


23CA 


4; 038 


25C22 


19NE2 


4 . 0.77 


■ ft C/*ft ft 

2 5C2 2 


ft A %.1 

24N 


4 .130 


25C22 


26N 


4. 232 


25C22 


162ND1 


4.246 


o cy^ft ft 
25C22 


24C 


4.298 


25C22 


25C 


4.374 


25022 


162CE1 


yl £ ft O 

4.608 


ft CM*) 

25.C22 


'ft ji /V» " 

24CA 


4 "X 620 


25C22 


1610 


4.649 


25C22 


26CD1 


A OTO 

4 . 828 


ocn'i ft 
25C22 


190E1 


4.874 


25C22 


19CD 


4.942 


25023 


25SG 


2 .42 6 . 


o c/tn 
25U2 J 


25N: 


ft- ■ £- A- A ■ 

2 . 644 


25023 


25CB 


2.944 


25023 


19NE2 


O O il >I 

2 . U44 


23Q2 J 




ft- ftcr 
2 .957 


25023 


24N 


3.189 


25023 


23CA 


3 • 2X1 


OCA') 1 

25023 


230 . 


■ '. V- O'ft /" 

3 .326 


25023 


25CA 


3 ... 349 


25023 


24C 


J • ooo 


ft CfNft O 

25023 


24CA 


■ O OA ft • 

3 . 882 


25023 


19CD 


3.941 


25023 


190E1 


4 . 099 


25023 


220 


4.365 


25023 


25C 


4.451 


25023 


26N 


4 • 481 


25023 


23N 


4.525 • 


25023 


162ND1 


4 . 590 


25023 


162CE1 


A CO ft 

4 . 629 


25023 


240 


4:773 


25023 


22C 


4.910 


25C24 


65CA 


>l Aft C 

4 . 095 


25C24 


66N 


4 .264 


25C24 


65G 


4.356 


25C24 


640 


a c jn 
4 . 547 


25C24 


660 


4.628 


25C25 


660 


3 .688 


25C25 1610 


3 . 862 


25C25 


66N 


4 . 313 


25C2S 


161C 


4.458 


25025 


66C 


4 . 741 


25C25 


65CA 


4 .778 


25G25 


161CA 


4 . 939 


25C25 


25SG 


4.963 


25C25 


65G 


4.974 


25C26 


660 


3.481 


25C26 


1610 


4.269 


25G26 


161G 


4.491 


25C26 163N 


4.695 


25C26 


66C 


4.696 


25C26 


1600 


4.785 


25C26 


163CB 


4.799 


25C26 


162N 


4.915 


25C26 


161CA 


4 .923 


25027 


1600 


3.472 


25C27 


160C 


4 . 089 


25C27 


161CA 


4.307 


25C27 


16 1C 


4.320 


25C27 


16 IN 


4.440 


25C27 


1610 


4.452 


25C27 


660 


4.548 


25C27 


160CB 


4 . 699 


25C27 


134CB 


4.734 


25C27 162N 


4.770 


25C27 


209CD2 


4.918 


25C28 


1600 


3.351 


25C28 


160C 


4.338 


25C28 


67CE1 


4.588 


25C28 


161CA 


4.739 


25C28 


660 


4 . 818 
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TABLE XXVI 



25C28 

25C29 

25C29 

25C29 

25C30 

25C30 

25C30 

25C30 

25C30 

25031 

25031 

25031 

25031 

25031 

25N32 

25N32 

25N32 

25N32 

25N32 

25C33 

25C33 

25C33 

25C33 

25G33 

25G33 

25C33 

25C33 

25N34 

25N34 



161N 

134CB 

1600 

209CG 
66N 
26CD1 

1610 
26CG 

163N 
26GB 
26CG 
65CA 
25SG 

163CB 
25SG 
66N 
26N 
65C 
26GB 
25SG 
26CD1 
23C 
25C 
26CG 
66N 
26NE1 
1610 
65CA 
66CA 



4.934 
3 . 686 
4.490 
4.839 
3 .616 
4.246 
4.302 
: 4.623 
4.940 
3.199 
3 .516 
3.821 
4.278 
4.642 
2.963 
4.382 
4.601 
4.790 
4.836 
2.418 
3.587 
3,758 
4 .264 
4 .388 
4.510 
4.621 
4.934 
4.261 
4.464 



2SC28 

2$C29 

25C29 

25C29 

25C30 

25C30 

25C30 

25C30 

25031 

25031 

25031 

25031 

25031 

25031 

25N32 

25N32 

25N32 

25N32 

25N32 

25C33 

25C33 

25C33 

25G33 

25033 

25C33 

25C33 

25N34 

25N34 

25N34 



67Gpi 
1600 
67GD1 
67CE1 
25SG 
26CB 
66C ■ 

660 

26CD1 

66GA 

^26N 
26NE1 
26CD2 

1610 
230 
25CB 
660 

161G 
230 
26N 
25CA 
24N 
26CB 
24CA 
65C 
660 
65C 

1610 



4.955 

4.049 

4 .75? 

4.896 

3.883 

4.295 

4 .432 

4.737 

2 . 635 

3.340 

3.653 

4.122; 

4.531 

4.797 

3 .860 

4.384 

4.628 

4.806 

4.880 

3; 256 

3.672 

3.959 

4.334 

4,392 

4 . 531 

4.831 

3.486 

4.264 

4 . 991 



25C29 
25C29 

.; ; 25C:29 
C25G3*d 
25C30 

■■2:$i3:o; 

25C30 
25C30 
25031 

25031 

25031 

25031 

25031 

25031 

2SN32 

25N32 

25N32 

25N32 

25N32 

25C33 

25C33 

25C33 . 

25C33 

25C33 

25C33 

25C33 

25N34 

25N34 



209GD2 
160CB 
660 
660 
65CA 
65C 
66GA 
163CB 
66N 
66C 
65G 
26CA 
67N 
650 
65CA 
26CD1 
25N 
163N 
23C 
25N 
25CB 
65CA 
24C 
23GA 
26CA 
65N 
66N 
66C 



3.439 

4.234 

4.795 

3.533 

3.972 

4.296 

4.591 

4.852 

2.846 

3.423 

3.792 

4 ,160 

4.618 

4.959 

4 . 049 

4.398 

4.764 

4.815 

4.985 

3,403 

3.751 

3.999 

4.346 

4.425 

4; 616 

4.901 

3.771 

4.330 
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TABLE XX Vn 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 4- (N- { (phenYlmethoxy) carbonyl] -L-leucYl 
(methyl) •L-leuc^l) ] -3 



Atom 1 Atom 2 


Dist . 


Atom 


l Atom 2 


I Dist . 


Atom 


1 Atom 2 


Dist. 


&$eif 


2420H2 


J. 241 




, .: \ A/MM ■ 


3 . 446 


25C1 


184GD1 


3.907 


25C1 


184CB 


j . y^y 


29.C1 - 


184GG 


3 .941 


25C1 


184CA 


4.202 


25G1 


18CG 


4 .Joy 


25C1 


18ND2 


4 .563 


25C1 


184NE1 


4.640 


25C1 


1840 


4.0/0 


Z DUX 




. 4 .7:29 


25C1 


184C 


4.752 




21NE2 


A QC 0 




2 UN 


4 ,. 9 DO 


2 5C2 


184GD1 


3 . 751 


25C2 


184C6 


■ -J.//0 




1B4NE1 


4 .100 


25C2 


184GD2 


4 .156 


25C2 


184CB 


4 ..j. / y 




184GE2 


4.339 


25C2 


2420H2 


4 .411 


25C2 


180D1 


il H ft K 


2 9C2 ■ 


1 oar** 


• vi O it 1 

4.841 


25C2 


184GE3 


4 . 910 


25C3 


184NE1 


j . / e»y 




loacDi 


3;. 817 


25C3 


184CE2 


4 . 203 


25C3 


184CG 


A 1 AC 




■i : .'Qii : ir*T>o 


4 . 47 b 


25C3 


200 


■A ■ C AC 

4 .505 


25C3 


184CZ2 


A Qfl 0 






; 4.9o9 


-25C4 


200 


"1' 1 il o 

3 . 140 


2SC4 


19CG 








A All 


2dC4 


184CD1 


A ' ' A A O 

4 .042 


25C4 


184NE1 






2 INSLZ ; 


4 • Jo / 


2oC4 


2 ON 


il " il A 1 

4 . 403 


25C4 


19CD 


a cna 

4 . JUJ 


49.1.4 


2UCA 


A C A ~i 

4 . ,1)4 -3 


25C4 


210E1 


■A TTO 

4 .778 


25C4 


184CG 


4 . 809 


25C4 


180D1 


4 . 811 


25C4 


184CE2 


4.867 


25C4 


21CD 


4.895 


25C4 


19NE2 


4.938 


25G4 


21N 


4.965 


25C5 


200 


2.695 


25C5 


20N 


3.202 


25C5 


20C 


3.263 


25C5 


2 OCA 


3.407 


25C5 


180D1 


3.589 


25C5 


19CG 


3.659 


25C5 


21NE2 


3.950 


25C5 


19G 


4.127 


25C5 


184CD1 


4.183 


25C5 


21N 


4.369 


25C5 


2420H2 


4.392 


25C5 


18CG 


4.548 


25C5 


19CD 


4.599 


25C5 


184NE1 


4.619 


25C5 


. 19N 


4; 620 


25C5 


19CA 


4. 668 


25C5 


19GB 


4.730 


25C5 


21CD 


4.753 


25C5 


18ND2 


4.801 


25C5 


190 


4.927 


25C5 


184CG 


4 .931 


25C5 


1830 


4.975 


25C5 


210E1 


4.987 


25C6 


180D1 


2.695 


25C6 


2420H2 


3.232 


25C6 


20N 


3.572 


25C6 


18CG 


3.627 


25C6 


18ND2 


3.837 


25C6 


20CA 


3.842 


25C6 


200 


3.869 


25C6 


184CD1 


4.122 


25C6 


20C 


4.133 


25C6 


21NE2 


4.219 


25C6 


19GG 


4.448 


25C6 


184CA 


4.454 


25C6 


184CG 


4.538 


25C6 


184CB 


4.595 


25C6 


19N 


4.613 


25C6 


19C 


4.668 



^1 
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TABLE XXVII 



25C6 


1830 


4 ft 7 5 


7 5r»6 


7 A A rMJO 


A OA1 


25C6 


184NE1 


4.878 


25C7 


20O 


AT7 


7<r*7 


i y cg 


3 .901 


25G7 


20C 


3 . 960 


25C7 




4 07^ 


7<?r*7 




« .108 


25C7 


220 


4.387 


25(27 




4 A7Q 




7oxi 


4 .658 


25G7 


21CA 


4.703 


25C7 


190E1 


* . i O J 


4 jL / 


z xOEl 


4.734 


25C7 


2 IN 


4.779 


25C7 


184CD1 


A 701 


7 cir»"7 
Z DV / 


2 UN 


4 .797 


25C7 


21NE2 


4 . 850 


25C7 


iocx 


A ft*7fl 
f» • o / U 




200 


4.185 


2508 


184NE1 


4.318 


2508 


19NE2 


4 <A«v 






4 .575 


2508 


19CG 


4.801 


25Q8 


184CE2 




2508 


184CD1 


4; 980 


2568 


190E1 


4 .989 


25C9 


184NE1 




25C9 


19NE2 


4.091 


25C9 


19CD 


■ 4.179 


25C9 


184GE2 




25C9 


184CZ2 


: 4.214 


25C9 


190E1 


4.322 


25C9 


162CE1 


4 • DO? 


25C9 


184CD1 


4.680 


25C9 


19CG 


4.819 


25010 I84NE1 


7 CC1 


25O10 


184CE2 


3 .148 


25O10 


184CZ2 


3.297 


25O10 


190E1 


7 Alfl 


25O10 


19CD 


3 .591 


25O10 


184CD1 


3.650 


25010 


162CE1 


J • Ojj . 


25010 


19NE2 


3 . 82 2 


25O10 


162ND1 


4.295 


25O10 


19CG 


A V77 


25010 


184C02 


4.379 


25O10 


162NE2 


4.393 


25010 


184CH2 


4 57Q 


25O10 184CG 


4 .611 


25C11 162ND1 


3.950 


25C11 162CE1 


A 1 Q6 


25C11 184CZ2 


A ■' A O ' ■■: 

4 . 648 


25C11 


19NE2 


4.924 


25C11 


162GG 


4 QCb 


25C12 


162ND1 


4 .717 


25C12 


1610 


4.982 


25C13 


1610D1 


4 017 


25C13 


162ND1 


4 .533 


25C13 161GG 


4. 712 


25013 


1610 


4 740 


25C13 


184CZ2 


>l Oil 

4 . 831 


25C13 


162CB 


4.860 


25C13 


162CG 


A QAA 


25C13 


1370 


4. 980 


25C14 


1610D1 


3.145 


25C14 162ND1 


3 754 


25C14 


162CB 


3 . 366 


25G14 


162CG 


3.508 


25014 1610 


1 6ft 5 

J • UOJ 


25C14 


16 1C 


3 . 990 


25C14 


162CA 


4.004 


25C14 161CG 


4 077 


25C14 


162N 


4.168 


25C14 


162CE1 


4. 261 


25C14 


137 GB 


4 767 


25C14 


161CB 


4 . 378 


25C14 


162CD2 


4.476 


25C14 184CZ2 


4 641 


25C14 


137C 


4.815 


25C14 


162NE2 


4.847 


25C14 


161GA 


4 fl67 


25C14 


1370 


4. 907 


25C14 


137CA 


5 ,000 


25C15 


1370 


4 A £ 7 


25C15 


184CZ2 


4.064 


25C15 


184CH2 


4.220 


25C15 


137C 


4.530 


25C15 


1610D1 


4.738 


25C15 


138CA 


4.806 


25C15 


138N 


4 . 887 


25G15 


137CB 


4.908 


25C16 


162ND1 


4. 014 


25C16 


25SG 


4.159 


25C16 


19NE2 


4.348 


25C16 


162GE1 


4.375 


25C16 


23GA 


4.579 


25C16 


1610 


4.665 


25017 


23CA 


3 . 462 


25017 


19NE2 


3.921 


25017 


23G 


4.371 


25017 


23N 


4.429 


25017 


220 


4.568 


25017 


25SG 


4.579 


25017 


22C 


4.858 


25017 


19CD 


4.877 


25017 


230 


4.921 


25017 


24N 


4.983 


25N18 


25SG 


3.257 


25N18 


162ND1 


3.402 


25N18 


1610 


3.468 
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25N18 162CE1 4.081 

25N18 161C 4.569 

25N18 19NE2 4.859 

25C19 25CB 4.234 

25C19 230 4.457 

25C19 161C 4.876 

25N20 19NE2 4.613 

25N20 162CE1 4 . 936 

25C21 25SG * 3.218 

25C21 162N 4.811 

25C21 25CB 4.939 

25C22 2SCB 2.980 

25C22 230 3.702 

25C22 19NE2 4.077 

25C22 162ND1 4.246 

25C22 162CE1 4.608 

25C22 26001 4. 828 

25023 25SG 2.426 

25023 19NE2 2.944 

25023 23CA 3.211 

25023 24C 3.666 

25023 190E1 4.099 

25023 26N 4.481 

25023 162CE1 4.629 

25C24 65CA 4.095 

25C24 640 4.547 

25C25 1610 3.862 

25C25 66C 4.741 

25C25 25SG 4.963 

25C26 1610 4.269 

25C26 66C 4.696 

2SC26 162N 4.915 

25C27 160C 4.089 

25G27 16 IN 4 . 440 

25C27 160CB 4.699 

25C27 209CD2 4.918 

25C28 67CE1 4.588 



TABLE XXVH 



25N18 


25GB 


4.457 


25N18 


162CA 


4.582 


25C19 


25SG 


2.794 


25C19 162ND1 


4.247 


25C19 


23C 


4.497 


25C19 


162CE1 


4.889 


25N20 


184NE1 


4.773 


25N20 


19CD 


4 . 991 


25C21 


161C 


4.048 


25C21 


65CA 


4 .831 


25C21 163N 


4. 976 






3.156 






3.712 






4.130 






4.298 


25C22 


24GA 


4.620 


25C22 


190E1 


4.874 


25023 


25N 


2.644 


25023 


23C 


2.957 


25023 


230 


3 .326 


25023 


24CA 


3 . 882 


25023 


220 


4.365 


25023 


23N 


4.525 


25023 


240 


4.773 


25C24 


66N 


4.264 


25C24 


660 


4.628 


25G25 


66N 


4.313 


25C25 


65CA 


4.778 


25C25 


65C 


4.974 


25C26 


161C 


4.491 


25C26 


1600 


4.785 


25C26 


161CA 


4.923 


25C27 


161CA 


4.307 


25C27 


1610 


4.452 


25G27 134GB 


4.734 


25G28 


1600 


3.351 


25C28 


161CA 


4.739 



25N18 162GG 4.523 

25N18 162CB 4 845 

25C19 1610 31684 

25C19 23CA 4.366 

25C19 25N 4.673 

25C19 19NE2 4.698 

25N20 184CZ2 4.805 

25C21 1610 2.879 

25C21 162CA 4.631 

25C21 162ND1 4.843 

25C22 25SG 1.746 

; 25C22 25GA - : 3 i 592 

25C22 23GA 4i038 

25C22 26N 4.232 

25922 25C 4.374 

25C22 1610 4.649 

25C22 19CD ;:4v942i: 

25023 25CB 2 . 944 

25023 24N 3 .189 

25023 25JEA ; ; 3;>;349' 

25023 19CD ;;3:;941 ' 

25023 25G 4.451 

25023 162ND1 4.590 

25023 22C 4.910 

25C24 65C 4.356 

25C25 660 3 .688 

25025 1610 4.458 

25C25 161CA 4.939 

25C26 660 3.481 

25C26 16 3N 4.695 

25C26 163CB 4 .799 

25C27 160O 3.472 

25C27 161C 4.320 

25C27 66O 4 . 548 

25C27 162N 4 . 770 

25C28 16 OC 4.338 

25C28 660 4.818 



WO 97/16177 



PCT/US96/17512 



TABLE XX VE 



25G28 16 IN 


4. 934 


25C28 


67CD1 


4.955 


25C29 209GD2 


.' 31439 


25C29 134CB 


3.686 


25C29 


1600 


■ 4 : 0:49 


25C29 160OB 


4; 234 


25C29 160C 


4.490 


25C29 


67CD1 


4.759 


25C29 


660 


4 , 795 


25C29 


209CG 


4 .839 


25C29 


67CE1 


4.896 


25C30 


■ 660 


• 3 .533 


25C30 


66N 


3.616 


25G30 


' 25SG 


3.883 


25G30 


65GA 


■ 3 972 


25C30 


26CD1 


4.246 


25C30 


26GB 


4.295 


25C30 


65C 


4 296 


25C30 


1610 


4.302 


25C30 


66C 


4v432 


25C30: 


66CA 


: "':4-:; ; 5:Qi 


25C30 


26CG 


4.623 


25C30 


26N 


4.737 


25G30 163CB 


4 852 


2SG30 


163N 


4.940 


25031 


• 660 


: '2iMs 


:25031y 


66U 


2 846 


25031 


26 GB 


3 . 199 


25031 


26CD1 


3 .340 


25031 


66G 


3 421 


25031 


26CG 


3.516 


25031 


66CA ,; 


3.653 


25031 


65C 


3 .792 


25031 


65CA 


3.821 


25031 


-,26N;; ' • 


4.122 


25031 


26CA 


4vi60 


25031 


25SG 


4.278 


25031 


26NE1 




25031 


67N 


4.618 


25031 


163CB 


4.642 


25031 


26CD2 


■ 4.797 


25031 


650 


;4;959 


25N32 


25SG 


2.963 


25N32 


1610 


3.860 


25N32 


65CA 


4.049 


25N32 


66N 


4.382 


25N32 


230 




25N32 


26CD1 


4 .3^8 


25N32 


26N 


4 . 601 


25N32 


25GB 


4.628 


25N32 


■25N- 'V 


4.764 


25N32 


65C 


4 . 790 


25N32 


660 


4.806 


;25lI3j2J:;; 




4.815 


25N32 


26CB 


4.836 


25N32 


161C 




25N32 


: " ■ 


4>?85 


25C33 


25SG 


2.418 


25C33 


230 


3.256 


25C33 




3:403 


25C33 


26CD1 


3.587 


25C33 


26N 


3.672 


25C33 


25GB 


3 .751 


25C33 


23C 


3 . 758 


25033 


25CA 


3.959 


25C33 


65CA 


3.999 


25C33 


25C 


4.264 


25033 


24N 


4.334 


25C33 


24C 


4>346 


25C33 


26CG 


4.388 


25C33 


26CB 


4.392 


25C33 


23CA •■ 


4.425 


25G33 


66N 


4.510 


25G33 


24CA 


4 ,53 1 


25C33 


26CA 


:4v616 


25C33 


26NE1 


4.621 


25C33 


65C 


4.831 


25C33 


65n; 


4.901 


25G33 


1610 


4.934 


25N34 


660 


3.486 


25N34 


; 6 6N 


3.771 


2SN34 


65CA 


4.261 


25N34 


65G 


4.264 


25N34 


66C ." 


4.330 


25N34 


66GA 


4 . 464 


25N34 


1610 


4.991 
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TABLE XXVIII 

Table of distances in Angstroms between atcixhs of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 1-N- <N- imidazole acetyl -leucinyi) -ainino-3 -N- W<* 
phehoxy-ph^y 1 - sulf ony 



Atom 


1 Atom : 


2 Dist. 


Atom 


1 Atom ; 


! Dist . 


Atom 1 Atom 2 




25C1 


200 


2.824 


25G1 


20C;: 


3.956 


l^sci;-. 


184NE1 


4 07 A 


2SC1 


184CD1 


" 4. 178 


25C1 


2iCA 


4.600 


l-as^i: 


2 ON 


4 704 


2 501 


;•■ 2 in 


4.706 


2 5C1 


21NE2 


4.738 


Ci25Gl* 


19CB 


4 859 


25C1 


19CD 


4.929 


25C1 


2 OCA 


4.947 


;; : ; : -2;5Cl?- 


184GE2 


4 949 


25C1 


19CG 


4.998 


25C2 


20O 


"•: 3*367 


^:25C2, 


21NE2 


4.119 


25C2 


2410H2 


4.309 


25C2 


200 


4| 592 


|2$32: 


184NE1 


4 .819 


25C2 


184CD1 


4.860 


25G3 


2410H2 


3V093 


25C3 


200 


3 .775 


25C3 


21NE2 


4.450 


25C3 


184CD1 


4.878 


• - ■ 

: :^5G3;V 


200 


4 . 988 


2504 


2410H2 


3.480 


2504 


200 


3.717 


25C4 


180D1 


3 .947 


2504 


184CD1 


4.219 


25C4 


184CG 




25C4 


1840 


4.549 


25C4 


184CB 


4.602 


25C4 


184CA 


: 4 .747 


25C4 


18CG 


4.754 


25C4 


18ND2 


4.754 


25C4 




4.826 


^;25G4-;: 


184NE1 


4.840 


25C4 


20N 


4.964 


2504 


184C 


4.980 




20O 


3 .239 


25C5 


180D1 


3.271 


2505 


184CD1 


3.400 


25C5 


2 ON 


3.933 


25C5 


184CG 


4.002 


2 505 


184NE1 


4.111 


:;;25C:5 : - 


184CA 


4 .118 


25C5 


20C 


4.232 


2505 


18CG 


' #245- 


|25f 5-, " 


184CB 


4.256 


25C5 


19CB 


4.402 


2505 


1830 


4.499 


2505 , 


1840 


4.503 


25C5 


2 OCA 


4.510 


2505 


19N 


: 4 . 552 


: -:i2-5jqs :-; 


1840 


4.587 


25C5 


18ND2 


4.606 


2505 


19C;: 


4.765 


25G5 


19GA 


4.817 


25C5 


2410H2 


4.867 


25C5 


184CD2 


4.968 . 


25C6 


20 b 


2.740 


25C6 


184CD1 


3 . 361 


2506 


184NE1 


3^660 


25C6 


20C 


3.746 


25C6 


2 ON 


3.761 


2506 


19CB 


3.788 


25G6 


180D1 


4.136 


25C6 


19CG 


4 .290 


2506 


184CG 


4.321 


25C6 


2 OCA 


4.335 


25C6 


19C 


4.361 


2506 


19CD 


4. 428 


25C6 


19GA 


4.488 


25C6 


190E1 


4.526 


2506 


19N 


4 .653 


25C6 


184CE2 


4.729 


25C6 


1830 


4.737 


2506 


2 IN 


4 . 769 


25C6 


184CA 


4.918 


25C6 


184CB 


4.981 


2506 


19NE2 


4.990 


2507 


2 dp 


3.287 


2507 


21CA 


4.138 


2507 


20G 


4.173 


2507 


19NE2 


4.269 


2507 


210 


4.370 


2507 


19CD 


4.416 


2507 


184NE1 


4.459 
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2507 


210 


4.466 


2507 


220 


4 . 540 


2507 


2 IN 


4.558 


2507 


19CG 


4.663 


2507 


■ 190E1 


;4;850 


2507 


184GD1 


4,897 


2507 


19GB 


4.977 


25C8 


; 19NE2 


4:003 


' 2508 


184NE1 


4.235 


; 2508 


19CD 


, 4,404 


25C8 


2ob ^ 


■ 4.665 


25C8 


190E1 


4 .715 


25C8 


220 


[ ■ 4.861 


25G8 


210 ' 


,:,4:i-937'' 


25C8; 


184GE2 


4 . 948 


25C9 


184NE1 


r 3 ; 199 


■ 25G9 


19NE2 


3.212 


25C9 


-13*00 ; ■ 


3.472 


25C9 


190E1 


: ^:^t53p: 


:;; ; 25G9 r . 


184CE2 


o4;rbbp; 


;/25C9.; 


184CD1 


4.152 


2509 


184CZ2 


. 




V';:19GG:; : ; 


:v; ; 4.;4i4 


■.■25G?;. : 


162NE2 


4.653 




2?0- } 






162CD2 


4.867 


:, :i5G9 ; 


••^Gji; .; 


4.910 


25C10 184NE1 


3.388 


25C10 


184CZ2 


::3V605 


25C10 


19NE2 


3 .666 


25C10 


184CE2 


; : ) } 3k8|^ 


:y : :i:? : 5ClO ; 


162CD2 


3.878 


25C10 


190E1 


3.887 


25C10 162NE2 


3.948 


25C10 


19CD j 


4 .067 


25C10 184CD1 


4. 615 


25C10 


162CG 


4.799 




184CH2 


4 . 859 


25C10 


162CE1 


4.873 


25011 


184GZ2 


:;!:4|o.s4> 


:^2^eil 


184NE1; 


4 .519 


2SC11 


162CD2 


4.567 


25C11 


184CE2 


4.664 


25011 


19NE2 


4:718 


25011 


162NE2 


4.920 


25C13 


19NE2 


4.978 ; 


i 25S14 


162CD2 


3Y947 • 


25S14 


184GZ2 


4.113 


25S14 


162CG 


4.222 


25S14 162CB 


4.332 


25S14 


1610 


4.574 


25S14 


162NE2 


4.657 


25514 


1610D1 


4 .760 


25S14 184CH2 


4.865 


25015 


184CZ2 


3.079 


25615 184CH2 


3.580 


25015 


162GG 


3.856 


25015 


162C02 


:3'v:6;81 ; , 


25015 1370 


3.985 


25015 


162CB 


4.051 


25015 184CE2 


••4.-27;S<- 


25015 


137CB 


4.300 


25015 16 2ND! 


4.343 


25015 162NE2 


!: 4 : ^64U 


: 25015: 


1610D1 


4.610 


25015 


162CE1 


4.620 


25015 


137C 




;;25015j;. 


184NE1 


4.807 


25015 184CZ3 


4.973 


25016 


1610D1 


4;.48;4;; 


25016 


1610 


4.575 


25016 


161CG 


4.963 


25N17 


162CD2 


2.828 


25N17 162CG 


3.217 


25N17 


1610 


3.256 


25N17 


162CB 


; : 3j;276j. 


25N17 


162CA 


3.672 


25N17 162NE2 


3 . 893 


25N17 


161C 


•ii^ooev 


25N17 


•;.25isGv:f 


4.125 


25N17 


162N 


4.251 


25N17 


162ND1 


4.^S3:\ 


25N17 


1610D1 


4.593 


25N17 


162CE1 


4.665 


25N17 


184CZ2 


,.4^f; : ! 


25N17 


2SCB ■■• 


4.819 


25018 1610 


3.031 


25C18 


25SG 


3/290 ,; 


25C18 162CD2 


3.499 


25018 


162CA 


4.069 


25C18 161C 


4.107 i 


25018 


162CG 


4 .151 


25C18 


162CB 


4.188 


25C18 


25CB 


4.359 


25C18 


19NE2 


4.573 


25C18 


162NE2 


4 . 594 


25C18 


162N 


4.597 


25C19 


25SG 


1.931 


25C19 


25CB 


3.158 


25019 


162CD2 


3 .616 


25C19 


1610 


3.716 


25C19 


19NE2 


3 . 740 


25019 


25N 


4. 227 


25C19 


25GA 


4.306 


25019 


23GA 


4.380 


2 501 9 


162CA 


4.405 


25C19 


230 


4.494 


2 501 9 


230 


4.496 


25C19 


162CG 


4.541 


25C19 


162NE2 


4.577 


25019 


19CD 


4.643 
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25C19 


190E1 


4 705 


25C19 161C 


4 81-3 


25G19 162CB 


A 61 Q 

4 :.ol9 


2502 0 


19NE2 


2 778 


2502 0 


25SG 


A O J \J 


25O20 


23CA 


J .251 


25620 




T 629 


25O20 


23C 


■j 797 


25O20 


19CD 


J .918 


25O20 


** » V/..:. 




25O20 


25N 


4 1 <7 


25O20 


190E1 


4 . 290 


25O20 


24N 


4 342 


25020 


162CD2 


** •. J VC ■ 


25O20 


23N 


4 . 524 


25O20 


2 5GA 




2502 0 


220 




25O20 


1610 


4 .912 


55C21 


25SG 


2 ; 532 


25C21 


1610 


• 490 


25C21 


230 


4 . 107 


25G21 


25GB 


4 220 


25C21 


- 23C 


4> c/n 


25C21 


65CA 


■ A' - 'C 'A'i*i- 

4. 542 


25C21 


1 6 i£C ' 




25C21 


23CA 




25C21 162CA 


4.793 




•• : ' :: '2SN' : '- : "- 


4 R22 


25C21 


162CD2 


4 . SOU 


25N22 1610 


2 .689 


25N22 


25SH 


2 7 ft 3 


25N22 161C 




25N22 162CA 


4 .003 


25N22 


162N 


4 221 


25N22 


163N 


ACT 


2<M57 




4 . 578 


25N22 


i62C 


4 691 


25N22 


161CA 


4 <; 6 
4 . osj 






4 . 839 


! 2SG23 


1610 


3 461 


25C23 


25SG 


i'- "771 


25G23 


X O IU 


4.205 


25C23 


'660 


4 217 


25C23 


65CA 




25C23 

Myw« «J 


66N 


4 . zoo 


25G23^ 


162N 




25C23 


162CA 


4 • 044. 


25G23 


65P 


Jt O il c 


25C23 


26GD1 


4 890 


25023 161GA 


4 0,7*7 


25C23 


26GR 


4 .974 


25024 


65CA 


3 024 


25024 


66N 


V 7nn 


25D24 


yjv. 


3 . o57 


25024 


660 


3 1:830 


25024 


65N 


4 7 ft"7 


25024 


26CD1 


4 ; 32 0 


2|024 


\;;25s<3 


4 .394 


25024 


66CA 


A 4.17 


25024 


1610 


A Of 
4 . 3/0 


25024 


66G 


4 595 


25024 


640 


4 B1 fl 


25024 


230 


4 . 843 


25024 


26GG .'■ 


4.879 


25024 


26CB 


4 flftfi 


25024 


650 


4 . .92 3 


25024 


64C 


4 . 972 


25C25 


1610 




25G25 


660 


J . 880 


25C2S 


1610 


3 .949 


25C25 


162N 


. 4 • J / 3 


25G25 


161GA 


4.493 


25C25 


163N 


4 . 584 


25C25 


25SG 


4 


25C25 


162CA 


4 . 0U8 


25C25 1620 


4 .759 


25C25 


66N 


4 ant; 

4 • OUj 


25C25 


163CB 


4 . 922 


25C26 


: 660 : : ; 


3 186 


25C26 


163CB 


J . / I/O 


25C26 


26CB 


3 .850 


25C26 163N 


4 052 


25C26 


25SG 


4 ..J3 l 


25C26 


163CA 


■A f\f\ 

4 . 390 


25C26 


66C 


4 42 1 


25C26 


26CA 


4 . 301 


25G26 


1.62C; 


4.598 


25G26 


68SD 


4.628 


25C26 


1610 


4.666 


25C26 


66N 


4 .721 


25C26 


26N 


4.729 


25C26 


26CG 


4.770 


25C26 


162CA 


4.869 


25C26 161C 


4.907 


25C26 


162N 


4 . 970 


25C26 


26CD1 


4.999 


25C27 163CB 


3 .337 


25C27 


68SD 


3.583 


25C27 


660 


3.590 


25C27 163CA 


4.029 


25C27 


163N 


4.096 


25C27 


68CE 


4 .156 


25C27 


134GB 


4 .190 


25C27 


209CD2 


4.248 


25C27 


26CB 


4.361 


25C27 


162C 


4.597 


25C27 


66C 


4.797 


25C27 


1620 


4.893 


25C27 


26CA 


4 .943 


25C27 


67CA 


4.946 


25C28 


134CB 


3.049 
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25C28 163GB 


3 .699 


25C28 


163N 


3 .714 


25C28 


162C 


3.789 


25C28 1620 


^ OAT 

3.807 


25C28 163CA 


3 .820 


25C28 209CD2 


3.901 


25C28 134CA 


3 . 967 


25C28 162N 


4.239 


25C28 


162CA 


4.478 


2 5C2 8 68CE 


4 .498 


25C28 


68SD 


4.535 


25C28 


161C 


4.582 


25C28 660 


4 • 956 


25C28 


134C 


4.964 


25C28 


1610 


4.966 


25C28 lolNj 


4 ,.992 


25C29 


660 


2. 949 


2SC29 


209CD2 


3.567 


25C29 : • 68SD ; 


3; 617 


25C29 


67CA 


3.759 


25C29 


67CD1 


3 , 963 


25C29 66C 


3 v998 


25C29 


68CE 


4.231 


25C29 


67N 


4.370 


25C29 68N 


4 .410 


2SC29 


67C 


4.555 


25C29 


67CB 


4.556 


25C29 67CG 


•. 4 .589 


25C29 163CB 


4 . 636 


25C29 134CB 


4.685 


25C29 2340H2 


• 4722 


25C29 


26CB 


4.726 


25C29 


67GE1 


4; 755 


25N30 660 


3 V. 644 


25N30 


66N 


4.623 


25N30 


1610 


4.640 


25N30 66G 


4; 640 


25N30 


161C 


4,793 


25N30 


161GA 


4,888 


25N30 16 GO 


4.908 


25C31 


160O 


3 .792 


25C31 


161CA 


4.412 


' O -fry's ■ . T-.'^W>*- 

25C31 160C 


4 .476 


25C31 


161C 


4.719 


25C31 


660 


4.743 


2 bC3 1 161N 


4 . 777 


25C31 


1610 


4.849 


25C31 


67CE1 


4. 934 


25032 1600 


2 .720 


25032 


160C 


3.270 


25032 161CA 


3.397 


2!>U32 lb IN 


3 .577 


25032 161C 


3 . 869 


25032 


160CB 


4.202 


lolO 


4 .268 


25032 160CA 


4 . 363 


25032 


162N 


4.395 


ZDUJ2 lolCB 


4 . 698 


25G33 


67CE1 


3 . 801 


25C33 


1600 


4.307 


.ocAii • ciA7 
. 2 3C4 J . o / GZ 


4 .-. 3 97 


25C33 


67CD1 


4 . 397 


25G33 


670H 


4 . 480 


2 DU3 4 lbUO 


3 .849 


25C34 


67CE1 


4.011 


25634 


670H 


4.411 


23GJ4 67CZ 


4.629 


25C34 


160C 


4.805 


25C34 


67CD1 


4.850 


25C34 160GB 


4.898 


25C35 


67CE1 


3. 694 


25C3S 


670H 


4.238 


25b;35 20?iCb2 . 


4 . 447 


25C35 


67CZ 


4.449 


25G35 


67CD1 


4.551 


25C35 160O 


4.567 


25C35 


160CB 


4.790 


25C35 


209CD1 


4.791 


25N36 1600 


4 .470 


25N36 


160CB 


4.515 


25N36 


160CD1 


4.774 


25N36 160GG 


4.825 


25N36 


67CE1 


4.846 


25N36 


670H 


4.964 


25C37 1600 


3 .691 


25C37 


160CB 


4.458 


25G37 


160N 


4 . 495 


25C37 160C 


4.634 


25C37 


160GA 


4 .822 


25C37 


160CG 


4 .973 


25C37 1580 


4.994 


25N38 


1600 


3.211 


25N38 


160G 


4 . 305 


25N38 160GB 


4. 681 


25N38 


16 ON 


4.817 


25N38 


160CA 


4.898 



>4 
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Active site a^iho acid residues for Cat heps in k 



ASN 


18 


GLN 


19 


GLY 


20 


GLN 


21 


CYS 


22 ' 


GLY 


23 


SER 


24 


CYS 


25 


TRP 


.... 26 ' 


ALA 


27 


PHE 


28 


SER 


29 


GLU 


59 


ASN 


60 


ASP 


61 


GLY 


64 


GLY 


". 65 


GLY 


66 


TYR 


67 


MET 


68 


ASN 


70 


ALA 


134 


ALA 


137 


SER 


138 


GLN 


: 143: 


ASP 


158 


ASN 


159 


LEU 


160 


ASN 


161 


HIS 


162 


ALA 


163 


SER 


183 


TRP 


184 


TRP 


188 


LEU 


209 







■m 
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"mA^isx^jmEiy is: 

1. A method of inhibiting catbcpsin K which comprises administering to 
a mammal in need thereof a compound that fits spatially into the active site of 
5 cathepsin K, said compound comprising any two of the following: 

(i) an electrophilic carbon atom that binds to the side chain sulfur atom 
of cysteine 25 wherein said electrophilic carbon atom is 1 .7^.oA ftom said suliFiir 
atom; 

(ii) a hydrophobic group tha interacts with tiy^ 

10 distance between the centroid of said hydrophobic group arid ^ 
chain atoms of tryptophan 1 84 is 4. 10-7. 10A; 

(iii) a hydrophobic group that interacts with tyra 
alanine 134; leucine 160, and leucine 2^ 

has distance ranges between the centroid of said hydrophobic group and the 
15 aritroids of the side chain ato of the amino acid residues of said hydrophobic 
pocket which arc tyrosine 67: 4.91- 5.91 A v methionine 68: 5.74-6.74A, al^ihe 
134: 4.15-5.15A, leucine 160: 6.18-7.18A, and leucine 209: 5.71-6.7lA; 

(iv) a hydrophobic group that interacts with tyrosine 67 wherein the 
distance between the centroid of said hydrophobic group and the centroid of the side 

20 chain atoms of tyrosine 67 is 4. 10-7. lOA; 

(v) anamino group with a pKa of less than 7 or an oxygen atom, each of 
which interacts with a hydrogen atom donated by the amide nitrogen of glycine 66 
wherein the distance between these two atoms is 2 7-3.5 A; 

(vi) a hydrophobic group that interacts with the main chain atoms of 
25 glutamine 21, cysteine 22 and glycine 23 wherein the distance between the 

of said hydrophobic group and the centroids of glutamine 21 , cysteine 22 and 
glycine 23 arc 3.7-5.4, 4^-5.7 and 5.4-6.7A, respectively; or 

(vii) a hydrophobic group that interacts with the side chain atoms of 
glutamine 143 and asparagine 161 and the main chain of alanine 137 and serine 138 

30 wherein the distance between the centroid of the hydrophobic group and the 
centroids of glutamine 143, asparagine 161, alanine 137, and serine 138 are 7 9- 
9.6A, 4.7-54A, 4.2-5.5A, and 4.6-6.4A, respectively. 
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2. A method of inhibiting cathepsin K which comprises administering to 
a m a mm a l in need thereof a compound that fits spatially into the active site of 
cathepsin K, said compound comprising any three or more of the following: 

(i) Melecttophito 

5 of cysteine 25 wherein said electrophilic carbon atom is 1.7-4 OA from said sulfur 
• atom; • 

(ii) a hydrophobic group that interacts wi^t^ 

distance between the centroid of said hydrophobic group and the cehtibid of the side 
chain atoms of tryptophan 184 is 4. 10-7. lOA; 

*0 (iii) a hydyrophpbic group that ^ with tyrosine 67, 

alanine 134, leucine 160, and leucine 209, creating a hydrophobic pocket, and 
has distance ranges between the centroid of said hydrophobic group and the 
centroids of the side chain atoms of the amino acid residues of ^d hydrophc*ic 
pocket which arc tyrosine 67: 4 91- 5.91A, methionine 68: 5.74-6 74A, alanine 

15 134: 4.15-5.i5A t leucine 160: 6.18-7.18A^ and leucine 209; 5.71^6.7lA; 

(iv) a hydrophobic group that interacts with tyrbsihe 67 Wheraii the 
distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tyrosine 67 is 4. 10-7. lOA; 

(v) an amino group with a pKa of less than 7 or ah oxy 

20 which interacts with a hydrogen atom donated by the amide nitrogen of glycine 66 
wherein the distance between these two atoms is 2.7-3.5A; 

(vi) a hydrophobic group that interacts with the main chain atoms of 
glutamine 21, cysteine 22 imd glycine 23 wherein the^ 

of said hydrophobic group and the centroids of glutamme 21 , cysteine 22 and; 
25 glycine 23 are 3.7-5.4,4.9-5.7 and 5.4^.7A, respectively; or 

(vii) a hydrophobic group that interacts with the side chain atoms of 
glutamine 143 and asparaginic 161 and the main chain of alanine 137 and serine 138 
wherein the distance between the centroid of the hydrophobic group and the 
centroids of glutamine 143, asparagine 161, alanine 137, and serine 138 are 7.9- 

30 9.6A, 4.7-5.4A, 4.2-5.5A, and 4.6-6.4A, respectively. 

3. A method of inhibiting cathepsin K which comprises administering to 
a mammal in need thereof a compound that fits spatially into the active site of 
cathepsin K, said compound comprising: 
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(i) an electrophfflc cai^ the side chain sulfur atom 
of cysteine 25 wh^ 

atom; and 

(ii) a hydrophobic group ^ mG^ts with tryptophan 1 84 wherein the 

5 distaice between the centroid of said hydro centroid of the side 

chain atoms of tryptophan 184 is 4.10-7. lOA. 

4. The method of claim 3 whercm said hydrophobic group that interacts 
with tryptophan 184 is an aromatic group. 

• ib: ::; ; >; : -v > v. . -, :• ' ■■ : ' - •• .. V v" . ' / 

5. The method of claim 4 wherein the centroid of s^d aibmau 

to 

drctrophito atom of cysteine 25. 

15 & The method of cl to 3 ^herein said electrophilic carbon that binds to 

the side chain sulfur atom of cysteine 25 ^ carbon. 

7. The methcki of claim 3 wherein the compound further comprises a 
hydrophobic group that: 

20 has a centroid which is 5.44^.94A from said electrophihc carbon; 

interacts with tyrosine 67, methionine 68, alanine 134, ^ 
leucine 209, creating a hydrophobic pocket; and 
has distance wg^ 

centroids bf the side chain atoms of the amino acid residues of said hydrophobic 
25 pocket which ^ tyrosine 67: 4 T ^ 

134: 4.15-5.15A, leucine 160: 6. 18-7. 18A, and leucine 209: 5.71-6.71A. 

8. The method of claim 7 wherein said hydrophobic group that interacts 
with said hydrophobic pocket is an isobiityl group. 

30 

9. The method of claim 3 wherein the compound further comprised a 
hydrophobic group that interacts with tyrosine 67 wherein the distance between the 
centroid of said hydrophobic group and the centroid of the side chain atoms of 
tyrosine 67 is 4. 10-7 loA. 

35 
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10. The method of claim 9 wherein said hydrophobic group that interacts 
with tyrosine 67 is an aromatic group. 

11. The method of claim 3 wherein the compound further compnses an 
5 amino group with a pKa of less than 7 or an oxygen atom, each of which interacts 

with a hydrogen atom donated by the amide nitrogen of glycine 66 wherein the 
distance between these two is 2.7-3.5A. 

12. The method of claim 3 wherein the compound further comprises a 
10 hydrophobic group that interacts with the main chain atoms of glutamine 21, 

cysteine 22 and glycine 23 wi^ 
hydrophobic grou^ 
are 3;7^5.4, 4,9-5.7 and 

15 13. The method of claim 12 wherein said hydrophobic group that 

interacts with glutamine 21 . cysteine 22 and glycine 23 is an isobutyl group. 

14. The method of claim 3 wherein the compound further comprises a 
hydrophobic group that interacts with the side chain atoms of glutamine 143 and 
20 asparagine 161 and the main chain of alanine 137 and serine 138 wherein the 
distance between the centroid of the hydrophobic group and the centroids of 
glutamine 143, as^|me 161v alsa^e 137, and serine 138 are 7.9-9.6A, 4-7-5 4A v 
4.2-5 JA, and 4 i 6^.4A t respwtively, 

25 15. *^e method ;df claim 1 wherein the compound is: 

3(S^3-[(Nrbenzyloxy(2^ 
hexanone; 

^[N-[(4-pyridylmethoxy)carl)Q 
[(phenylmethoxy)carte 
30 MN-[(phenylmethoxy)caAony 
pyrrolidinone; 

4-[Nr[(phenylmethoxy)carbonyl]-L-leucyl]-^ 
l(phenylmethoxy)cartx>ny^ 

bis-(Cbz-leucinyl)- 1 ,3-diamino-propan-2-one; 
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2-[Nr(£benzylox^^ 
lcucinyl)]carbohydrazide; 

(lS)-N-{2-[(l-^ 
ylcarboriyl^ 
5 l-NH[N-imid^o!c acetyl-^ 

araino-propan-2-one; or 

2,2--N^ 

or a pharmaccutically acceptable salt thereof. 

10 16. A coraj^siuon comprising caihepsin K in crystallme form. 

17. Tte composition according to claim 16 wherein cathepsin K has an 
active site cavity fo^ amino acids in TableXXDC. 

15 18. The composition of claim 17 wherein said active site is characterized 

by the coordinates selected from the group consisting of the coordinates o 

X. ■ .' " 

19. A catfepsinK crystal. 

20 

20. An isolated, properly folded cathepsin K molecule or fragment 
thereof having a conformation comprising a catalytically active site formed by the 
residues listed in Table XXIX, said active site defined by the protein coordinates of 
Table L 

25 

21. A peptide, peptidomimetic or synthetic molecule which binds with 
the active site cavity of caihepsin K according to claim 17. 

22. A method of identifying an inhibitor compound capable of binding to, 
30 and inhibiting the proteolytic activity of, cathepsin K, said method comprising: 

introducing into a suitable computer program information defining an 
active site conformation of a cathepsin K molecule comprising a catalytically active 
site formed by the residues listed in Table XXIX, said active site defined by the 
protein coordinates of Table I, wherein said program displays the three-dimensional 
35 structure thereof; 
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creating a three dimensional representation of the active site cavity in 
said computer program; 

displaying and superimposing the model of said test compound on the 
model of said active site; 

5 : assessing whether said test compound model fits spatially into the 

active site; 

preparing said test compound that fits spatially into the active site; 

using said test compound in a biological assay for a protease 
characterized by said active site; and 
10 determining whether said test compound inhibits cathepsin K activity 

in said assay. 

23; A peptide, peptidomimetic or synthetic molecule identified by the 
method of Claim 22. 

15 

24: A method of drug design comprising using the structural coordinates 
of a cathepsin K crystal to computationally evaluate a chemical entity for associating 
with the active site of cathepsin K. 

20 25. The method according to claim 24, wherein said entity is a 

competitive or non-competitive inhibitor of cathepsin K. 

26. A method for identifying inhibitors which competitively bind to the 
active site of a cathepsin K molecule or fragment thereof characterized by a 
25 catalytically acuye site formed by the residues listed in Table XXIX, said method 
comprising the steps of: 

providing the coordinates of said active site of the protease to a 
computerized modeling system; 

identifying compounds which will bind to the structure; and 
30 screening the compounds identified for protease inhibitory 

bioactivity. 
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FIGURE 1 

Sequence Comparison Between Cat hep sin K aiu the Papain 
Super family of Cysteine Proteases 

1 ■ ' ' 50 

^ • • — .MiKJKVLLL PWSF ; . . . LYPEEILDT HW&WXJCTHR KQ YNNXVDE ISWU^tWEKN LKY1SIHNLE ASLGVHTYEL 
Cat« ... WiaVCVLLV CSSAV. .. .A QLHXDPTLOH HWHLMXKTYC KQ . YKEKHES AVHALZMQCN UO^O^ K^BMlSr^ 
CatL .......... . . .KOTTLIL AAFCMIASA TLTFMISLBA <*mwXAMHN RL..Y.GHNEE GlitfRRAVWEXlf . KXMZSLHKQE YREGXHSTT* 

SLLPFSTLLI LSLAFNAKNL TQRTODEVKA HYESWLUCYG KS . YMSLGEW ERRFEXFXET X*RFXDEHKAX> .'. . TNRSYKV 
TLPLLCACAW LLGVFVCGAA O-SVNSUEKl' HFX^ 

. . . . . MMQLHASLCC IAVLANARSR PSFHPVSOEL VNYVNKRNTT WQAGHNFYHV 

• 100 iso . . 

Cat* GKSHLGDMTS EBVKSLTSSL RVP . SQWQRN IT. YKSNFNR ILPDSVDWRE KG . CVTEVKY Q05CQAOIAP SAVGALEAQL kiicrbiiivT 

CttL AKNWCEHTS EEFRQVMNCF Q . . WWWW GKVFQEPLPY EfkPRSVDHRB XC . YVTPVim ^ SATCAIXGQM PRKTCX12S. 

Papain .......... .......... .......... .......... . XFEYVOMRQ KG.AVTPVKII QCSCGSCMAP SAVVTXEGII KIRTCKLWO . 

Actioidia CUKffA^ VLFSYVDWRS AO^AWDIKS OGECCGO^ 

CM ALNQFSOMSF AEIKHK. . . Y XJfSEPQNCSA TKSNYLRGTG PYPPSVDHRK KGNPVSPVKN OGACQSCHTF STTCAI^SAI AIAlt^ 

Cat* DMSYLKRLCG TFLOCPKPPQ WWTEDLKL PASFDAR BQMP QCPTXKEXRD QGSCCSCKAP CAVEAISDRI ClHWWhTSV 

• 200 2$o '•• 

CatK .LSPQKLVDC VSE. . .NDGC GGGYMTNAFQ YVQKNRGIDS EDAY. ........ . . ' PYV COEBOTI. . . - . . r . YOTTC 

Cat* .LSAQKLVDC STEXYGHXGC NGGFHTTAFQ YIIDNKCXDS DASY. . 1 . . WK AMDQKCQ . .... YbSKY 

CatL .l^»ttVDC SCPQ.GMECC NGOLHDYAFQ YVQDNGGLDS EESY .. ....... . .PYB^ATEESCK. i.".' ...YHPKY- 

Papain ;.raOBUOC DR..RSY.GC NCCYPWSALQ LVXQY . GIHY RNTY . ....... . PYE CVQRYCR . . . . . . . . SR^kc 

Aatinidia .LSEOELIDC <WT<P3TR.CC NOCY1TDGFQ FIXMNQCINT EENY ..... . ... ...PYT AQDGra; . . -i^-i&fai 

CmkX -LWWVDC A.ODPMWGC QCOLPSOAFE YZLYNKOIKG EDTY. . . . . ..... ...... .PYQ CKDGYCK. . . . . . W.C 

Cats EVSAEDLLTC CGSKCG.DGC NGGYPAEAHN P . WTRKGLVS GCLYESHVCC RPYSIPPCEH HVNCSRPPCT GEGETPXCSK XCEPGYSPTY 

•' 300 • 350 

Cat* K.AAKCROYR KPlXWDba FXJFYSKGVYY DESC .' . NSDN UIHAVLAVCY G . . . . XQKCN KHWX IKNSWG : 

Cat* R.AATCSXYT OJ^CRBDVL EEAVAKXQPV SVCVDARHPS FFLYRSGVYY EPSC. . . VNHGVL. VVGY G. . . .OUlCX EYWLVKXSWG 

Cttl. S.VA1IDTCFV DIP.EOEKAL KRAVATWCPI SVAIOACHES PLFYKECrYF EPOCSSED KDHGVLWGY CPESTESCHM KYWATOSIW 

WUmU PYAAKTDGVR QVQPYNQGAL LYSIAN. QPV SWLOAACKZ) PQLYRGCrTV GPC....GMX VIWAVAAVCY C. . . .p- • . HtO^S^\ 

Actinidia OWVTIDTYE NVPYNNEKAL QTAVTY.QPV SVAUJAA^ 

CatS XAZGFVKZ7VA H1TIYOEEAM VEAVALYHPV SFAPEVTQD. FKKYRTGIYS ST5CRXTPDX VNHAVLAVGY G. . . EKWI PYWITOI^ 

Cat. KQDKHYGYNS YSVSNSEKDI MAETYXNGPV EOAPSV.YSD FLLYXSGVYQ HVTCEWG. . .GHAIRILGW G. ... . VENCT PYWLVANSKM 

CtttK EKHQOCGYIL KARNJQQIA. . . CGXAMLASP PKM 

Cat* HNFCEEGYXR KARNXGNH. . .CGIASPPSY PE1 

CatL EEWSKGCYVX KAKDRHKH. . CGIASAASY PTV 

Papain TCWSENCYIR ZKRGTGNSYG VCCLYT5SFY PVXN 

Aetialdln TIltfGEBGYJIR . XLRNVGGA. G TCGZATKPSY PVKYHNQWHP XPYSSX«ZHPP AFSHSKDGPV GVDZXSQRYSA 

Cat* POWGMNCYTL IERCKN KCGLAACASY PIPLV. . 

Cat» TDWGDNGTFK ILRCQOTCGI ESEWACIPR TDQYWEKI.. 
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FIGURE 2 




Human Cathepsin K 
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FIGURES 




Human Gathepsih K E-64 
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Cathepsin K Active Site 




Stereo View 
Cathepsin K Active Site 
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FIGURE 5a 




Inhibitor s 3(S)-3-[(N-benzylqxycarbo^^^^ 

propoxy)-2-hcxanone 
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Inhibitor ^ 3(S)-3-[(N-beiizyloxy^ 

propoxy)-2-bexanone 
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Inhibitor = 2^'-N^-bis-benzyloxycaiix)nyl-L-leudnylcarbohydra2ide 
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FIGURE 8a 
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FIGURE 8b 




Inhibitor = ( 1 S)-N-[2-[( 1 -benzyloxycartoonylaim^ 
ylcarbonyl]4*HN-benzyloxyc^^ 




Inhibitor^ 2-[N^3-benzyloxyben 

lcucinyOJcarbbhydrazide 
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Inhibitor = 2-[N^3-benzyioxybenz^^ 

leucinyOJcarbohydrazide 
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FIGURE 10b 




Inhibitor = 4-P^-I(phcnylmcthoxy)carbonyl}-L-lcucyl]-l-[N- 
[(phcnyimethoxy)carbonyl]-L-lcuc^l]-3-pyn^lidinonc 
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FIGURE 12a 




Inhibitor = 4-{N-[(phenylme^ 

leucyl)]-3-pyrrolidinone 
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FIGURE 12b 
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H(3URE 13a 




Inhibitor - 1 -N-(N-imidazole acetyl-leucihyl)-ainino-3-NK4-phcnoxy-phcnyI- 
sulfonyl)-amino-propan-2-one 
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